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Abstract

Plenty experimental evidence indicates that quantum critical phenomena give rise to
much of the rich physics observed in strongly correlated itinerant electron systems
such as the high temperature superconductors. A quantum critical point of particular
interest is found at the zero-temperature onset of spin-density wave order in two-
dimensional metals. The appropriate low-energy theory poses an exceptionally hard
problem to analytic theory, therefore the unbiased and controlled numerical approach
pursued in this thesis provides important contributions on the road to comprehensive
understanding. After discussing the phenomenology of quantum criticality, a sign-
problem-free determinantal quantum Monte Carlo approach is introduced and an
extensive toolbox of numerical methods is described in a self-contained way. By
the means of large-scale computer simulations we have solved a lattice realization
of the universal effective theory of interest. The finite-temperature phase diagram,
showing both a quasi-long-range spin-density wave ordered phase and a d-wave
superconducting dome, is discussed in its entirety. Close to the quantum phase
transition we find evidence for unusual scaling of the order parameter correlations
and for non-Fermi liquid behavior at isolated hot spots on the Fermi surface.






Kurzzusammenfassung

Zahlreiche experimentelle Ergebnisse deuten darauf hin, dass quantenkritische
Phidnomene der Ausloser fiir einen Grofsteil der reichhaltigen Physik sind, die
man in Hochtemperatursupraleitern und anderen stark korrelierten Systemen be-
weglicher Elektronen beobachtet. Ein besonders interessanter quantenkritischer
Punkt findet sich in zweidimensionalen Metallen am Ubergang zu antiferromag-
netischer Spindichtewellen-Ordnung am absoluten Temperatur-Nullpunkt. Die
zugehorige Niedrigenergie-Theorie ist mit analytischen, theoretischen Methoden
sehr schwer zu l6sen, so dass ein umfassendes Verstdndnis bisher nicht erreicht
werden konnte. In dieser Dissertation wird als komplementédrer Zugang ein nu-
merischer Ansatz verfolgt, mit dem wichtige Beitrége geliefert werden konnen, weil
alle Rechnungen gut unter Kontrolle zu halten sind und keine héndisch gesetzten An-
sitze die Ergebnisse in bestimmte Richtungen dréangen. Nach der Besprechung
der Phdnomenologie von Quantenkritikalitit wird ein vorzeichenproblemfreies
Determinanten-Quanten-Monte-Carlo-Verfahren eingefiihrt und ein umfassender
Satz numerischer Methoden beschrieben. Dieser Methodenteil kann weitgehend
fiir sich stehen. Mittels grof angelegter Computersimulationen haben wir eine
Gitterrealisierung der universellen effektiven Theorie dieses Problems gelost. Das
Phasendiagramm bei endlicher Temperatur beschreiben wir in seiner Ganze. Es
weist sowohl eine quasi-langreichweitig geordnete Spindichtwellen-Phase als auch
eine d-Wellen-supraleitende Phase auf. In der Ndhe des Quantenphaseniibergangs
konnen wir Nachweise fiir ein ungewohnliches Skalenverhalten der Ordnungsparam-
eterkorrelationen und fiir fermionische Eigenschaften, die an isolierten Punkten der
Fermi-Flache nicht den Erwartungen nach Landaus Theorie der Fermi-Fliissigkeiten
entsprechen, finden.
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1 Introduction

To this day various classes of highly correlated itinerant electron systems such
as the high temperature superconductors elude full physical understanding. It is
widely believed that the key to the solution of many open problems concerning
these materials can be found in quantum critical phenomena, i.e. continuous phase
transitions at zero temperature, driven by quantum fluctuations and tuned by a
non-thermal control parameter [[1H3]]. Quantum phase transitions are particularly
hard to reason about in metallic systems, where fermionic quasiparticles at low
energies close to the Fermi surface strongly interact with critical order parameter
fluctuations [[4, [5/]. As a consequence it is often not sufficient to deal with effective
theories of an order parameter field alone with the fermions integrated out. A
viable approach can rather be found in low energy theories that incorporate both
a collective bosonic order parameter and fermions which are free apart from the
coupling to the bosons [|6]. Since there are no obvious small parameters, the solution
of these theories is very hard by purely analytic approaches.

The topic of this thesis is one important type of metallic quantum phase transitions,
namely the transition between an itinerant, but antiferromagnetic spin-density wave
(SDW) ordered state and a quantum-disordered paramagnetic state. The magnetic
quantum critical point at the zero-temperature boundary between these two phases
is believed to be prototypical for the physics of the cuprates, certain iron-based and
heavy fermion superconductors, and other materials [[7]].

We pursue an alternative route to solving a low-energy theory realizing this
quantum phase transition that is complementary to analytic theory. Our method
of choice is a flavor of quantum Monte Carlo (QMC) adapted to the simulation of
coupled fermion-boson many-particle lattice models at finite temperature [[8]. At
this time QMC is the only established numerically exact, unbiased method capable
of providing solutions for such systems in two spatial dimensions on moderately
large lattices in polynomial time. Its applicability is unfortunately limited to models
free of the “fermion sign problem” [9]], which has hindered progress for long, but
fortunately a sign-problem-free realization of a metallic SDW model has been found
recently [[10, [11].

This thesis is structured into three parts. In Part[[we start with a short introduction
to the phenomenology of quantum phase transitions with a special emphasis put
on the quantum critical regime at finite temperatures above a quantum critical
point. The concept of effective order parameter field theories is discussed with its
shortcomings for systems with Fermi surfaces. The spin-fermion model is carefully
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introduced as an adequate model to analyze a metallic spin-density wave quantum
phase transition and analytical approaches to its solution are summarized. Three
classes of strongly correlated materials at the focus of experimental research are the
subject of the subsequent Chapter 3} the cuprates, the iron-based superconductors,
and the heavy fermion systems. They have in common that their phase diagrams
feature an antiferromagnetic phase in vicinity of an unconventional superconducting
phase whose existence can be linked to quantum critical phenomena.

The goal of Part [[I]is to give a mostly self contained account of the numerical
methods we have used to study the metallic SDW model. In Chapter 4| the versatile
and numerically exact method of determinantal quantum Monte Carlo (DQMC) is
introduced in its finite-temperature formulation. The largest limit to its applicability
is the fermion sign problem plaguing most simulations of interacting electron sys-
tems. Here we show how to circumvent it for our model by moving to a two-band
variation, carefully constructed to be symmetric under a generalized time-reversal
transformation. The nature of Chapter [5is very technical. While the aspects of the
method that we discuss here may appear to be mere implementation details, their
attentive consideration is a prerequisite for obtaining correct numerical results in
limited computing time.

Finally, Part [III| presents the rich physics found in the numerically exact results
obtained in the simulations of our variation of the spin-fermion model. Detailed
finite-temperature phase diagrams for several sets of parameters are discussed in
their entirety in Chapter [6] In the vicinity of an SDW quantum phase transition
we do not only find a quasi-long-range ordered SDW phase, but also an emergent
d-wave superconducting phase. The susceptibilities of various potentially competing
orders are also investigated. Chapter 7] then focuses on manifestations of quantum
critical behavior associated with a putative quantum critical point underlying the
superconducting phase. At temperatures above T, order parameter correlations
are found to agree surprisingly well to Hertz-Millis theory, but show intriguing
deviations in their temperature dependence. Moreover, in an apparently quantum
critical regime non-Fermi liquid behavior is induced for momenta close to the “hot
spots” of the Fermi surfaces. Here we also give a closer look at properties of the
superconducting state close to the quantum phase transition.

We close in Chapter [8] with concluding remarks and an outlook on the prospects
of future continuations of this work.

This thesis is the outcome of an intensive collaboration with Yoni Schattner and
Erez Berg of the Weizmann Institute of Science. Two independent software codes
for simulation and evaluation have been used in combination. At the beginning
of Chapsters[6]and [7]it is pointed out which parts have not been evaluated by the
author of this thesis, but have been obtained by the Weizmann group.



The C++ software developed by the author, implementing efficient algorithms for
DQMC simulations, is available to the public under the free Mozilla Public License
(MPL) version 2.0:

* M. H. Gerlach, maxhgerlach/detqmc: First release of detgmc [data set], Zenodo
(2017). http://doi.org/10.5281/zenodo.290197, https://github.com/
maxhgerlach/detqmc .

The results presented in this thesis have been published previously in these papers:

* Y. Schattner, M. H. Gerlach, S. Trebst, and E. Berg, Competing Orders in a
Nearly Antiferromagnetic Metal, Phys. Rev. Lett. 117, 097002 (2016).

* M. H. Gerlach, Y. Schattner, E. Berg, and S. Trebst, Quantum critical properties
of a metallic spin-density-wave transition, Phys. Rev. B 95, 035124 (2017).

During the time frame of the author’s doctoral research work two additional papers
have been published, which are not covered in this thesis:

* E. Sela, H.-C. Jiang, M. H. Gerlach, and S. Trebst, Order-by-disorder and spin-
orbital liquids in a distorted Heisenberg-Kitaev model, Phys. Rev. B 90, 035113
(2014).

* M. H. Gerlach and W. Janke, First-order directional ordering transition in the
three-dimensional compass model, Phys. Rev. B 91, 045119 (2015).

These address problems of frustrated spin systems, which have been tackled by
extensive classical Monte Carlo simulations. The second of these papers is mainly
based on data obtained during the author’s diploma thesis work.
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Part 1

Quantum phase transitions and
unconventional superconductivity






2 Modeling quantum phase
transitions

Phase transitions are ubiquitous in various complex systems in nature, including the
freezing of water, the spontaneous magnetization of a ferromagnetic material, or the
transition of a metal into a superconducting state. These example phase transitions
all take place at finite temperatures. At the transition temperature a macroscopic type
of order is destroyed by thermal fluctuations. Conversely, quantum phase transitions
occur at zero temperature, where a control parameter other than temperature such as
pressure, chemical composition, or an external field is varied across a transition point.
Only quantum fluctuations, ultimately a manifestation of Heisenberg’s uncertainty
principle, destroy order in this case. Even though the third law of thermodynamics
precludes experiments at absolute zero, zero temperature quantum critical points
(QCPs) have attracted considerable interest in condensed matter physics. The reason
for this is that the special excitation spectrum of the ground state at a QCP gives
rise to quantum critical behavior also at finite temperatures in a regime above
the transition point. This influences physical observables over a wide range of
the phase diagram. Understanding quantum criticality is a key objective on the
road to uncovering the mechanisms behind phenomena such as high-temperature
superconductivity.

In this Chapter, Sec. first introduces quantum phase transitions in general,
then Sec. proceeds to discuss the modeling of quantum phase transitions in
systems of itinerant electrons, focusing on a spin-density wave (SDW) transition.

2.1 Introduction to quantum phase transitions

In this Section we briefly introduce the general phenomenology of quantum phase
transitions [4, (12} [13]]. The presentation mostly follows M. Vojta’s review [[12]].

2.1.1 Phase transitions, criticality, and universality

Generally, we distinguish between first-order phase transitions and continuous phase
transitions. First-order transitions are characterized by the coexistence of two phases
at the transition point, while phases do not coexist at a continuous transition. A
conventionally ordered phase is described by a local order parameter, which is zero
outside of the ordered phase and takes up a non-unique, non-zero value in the
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ordered phase. At the critical point of a continuous transition the value of the order
parameter vanishes continuously as it is crossed from the ordered phase.

In the disordered phase the expectation value of the order parameter is zero, but
it has non-zero fluctuations. As the critical point is approached, spatial correlations
of these fluctuations become long-ranged and the correlation length &, which is their
typical length scale, diverges as

&~ 1t 2.1)

where v is the correlation length critical exponent and t measures the distance to
the critical point. For a thermal phase transition at a temperature T = T, one can set
t =(T —T.)/T.. Similarly, there are also long-range correlations of order parameter
fluctuations in time. The typical time scale for their decay is the correlation time 7,
which in the vicinity of the critical point diverges as

T o~ E ~ |t (2.2)

with the dynamical critical exponent z. Close to the critical point, & is the only
characteristic length scale and 7. is the only characteristic time scale of the system.

By Egs. and correlation length and time are infinite at the transition
point. Since there fluctuations occur on all length and time scales, the system must
be scale invariant. Consequently, all measurable quantities depend via power laws
on the external parameters; one speaks of critical phenomena. Near the critical
point the exponents of these power laws, the critical exponents, fully characterize
the behavior of the system.

To illustrate the concept of scaling let us consider a classical ferromagnet, where
the magnetization M(r) is the order parameter and external parameters are the
reduced temperature t = (T —T,)/T, and an applied magnetic field B, which couples
to M. Close to the critical point all physical properties must be invariant under
rescaling of all lengths in the system by a common factor if we simultaneously adjust
the external parameters such that the correlation length, which is the only important
length scale, remains unchanged. By requiring this we obtain a homogeneity relation
for the singular part of the free-energy density

f(t,B)=b%f(¢tb"”,Bb’®), (2.3)

where b > 0 is arbitrary, d is the spatial dimension, and y; is a second critical
exponent. Differentiating f gives rise to similar expressions for other thermody-
namic quantities. This is the scaling hypothesis [[14]], which can be derived in
renormalization group theory [[15, [16]].
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An intriguing feature of critical phenomena at continuous phase transitions is their
universality. The critical exponents are robust features that take the same values
for entire classes of phase transitions occurring in very different physical systems.
Such universality classes are determined only by the spatial dimension of the system,
the range of the interaction, and the symmetry of the order parameter. Consequently,
the critical behavior of an experimental system close to a phase transition can be
determined fully by solving a minimal model system of the same universality class.
This universality is rooted in the divergence of the correlation length close to a
critical point, where the physics is effectively averaged over large length scales such
that microscopic details of the model lose their importance.

2.1.2 Interplay of thermal and quantum fluctuations

So far our discussion of continuous phase transitions can equally be applied to
classical and quantum mechanical systems. Quantum mechanics is often already
essential to understand the existence of an ordered phase. But besides that quantum
mechanics can influence the asymptotic behavior at criticality. To understand this
we compare two energy scales: the typical energy of long-distance order parameter
fluctuations hw, and the thermal energy k;T. By Eq. the typical time scale of
order parameter fluctuations 7. diverges as a continuous transition is approached.
This is tantamount to the typical frequency scale w, going to zero. Hence we have
for the typical energy scale

he, o< 71 ~ |t (2.4)

with t close to zero. Close to a continuous phase transition at a finite temperature
T, this typical energy scale separates two regimes: If it is larger than the thermal
energy, hw, > kT, quantum mechanics will be important, while order parameter
fluctuations can be understood in a purely classical description for hAw, < kgT.
In between we have a crossover of the character of fluctuations from quantum to
classical. Consequently, quantum mechanics is unimportant for |t| < T Cl/ . In effect
there is a regime, which shrinks as the temperature is lowered, asymptotically close
to the transition where the critical behavior is entirely classical. While the quantum
mechanical description remains important on microscopic scales, classical thermal
fluctuations dominate on the macroscopic scales of critical behavior.

On the other hand, the behavior at a continuous transition at zero temperature,
which is controlled by a non-thermal control parameter r, is dominated by purely
quantum fluctuations. Hence, we speak of a quantum phase transition (QPT).

The interplay of thermal and quantum fluctuations can give rise to interesting
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Figure 2.1: Schematic finite-temperature phase diagrams close to a quantum critical point (QCP) at
r = r.. Dashed lines indicate crossovers. [(a)| Long-range order only at zero temperature. [(b)| An
ordered phase extends to finite temperature, with the solid line marking the phase transition. In
panel [(b)| the thermally disordered and quantum disordered regimes are still present, although
not labeled. Figure based on Ref. [12]].

phase diagrams in the vicinity of a quantum critical point. We can distinguish two
cases, depending on whether finite-temperature long-range order can exist.

In two-dimensional systems with an order parameter of continuous symmetry
the Mermin-Wagner theorem [[17]] forbids long-range order at finite temperature.
Such a situation can lead to the phase diagram in Fig. where order only ex-
ists at T = 0 and no finite-temperature phase transitions occur. Nevertheless, the
finite-temperature behavior is characterized by three distinct regimes, separated by
crossovers. The quantum disordered region is dominated by quantum fluctuations
with the system resembling the quantum disordered ground state for r > r.. The
elementary excitations on top of this ground state are typically well defined quasi-
particles with a finite energy gap A, such that their density at low temperatures
is exceptionally small. We have a thermally disordered region, where primarily
thermal fluctuations destroy the zero temperature order and the density of ther-
mally excited quasiparticles is again small. In an intermediate quantum critical
regime both quantum and thermal fluctuations are important. It is located above
the quantum critical point at r = r. and its boundaries are determined by crossover
lines kyT ~ hw. ~ |r —r.|”. Here the picture of dilute quasiparticle excitations
does not apply. Physics in this region is controlled by thermal excitations of the
quantum critical ground state, typically characterized by the absence of conventional
quasiparticle excitations, which are replaced by a quantum critical continuum of

10
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excitations. This leads to unusual features of the finite-temperature quantum critical
region, including unconventional power laws and non-Fermi liquid behavior with
uncommon transport properties. The behavior in this region is universal, but far
away from the quantum critical point microscopic length scales begin to exceed the
correlation length. Therefore quantum critical behavior is cut off at high temper-
atures where kg T is larger than characteristic microscopic energy scales such as a
typical exchange energy. Here the physics is non-universal.

If order can also exist at finite temperatures, the richer phase diagram of Fig.
with a phase transition at low finite temperatures is established. Here the quantum
critical point can be seen as the end point of a finite temperature transition line.
This line is surrounded by a classical critical regime, which becomes narrower as
the quantum critical point is approached.

2.1.3 Scaling at quantum phase transitions

Thermodynamic properties can be derived from the partition function Z = Tre /ksT

with the Hamiltonian H = H,, +H,,,. In a classical system both parts of # commute
and Z factorizes, Z = Z4,Z,,, such that statics and dynamics decouple. Usually
singularities only occur in the static interacting part Z,,. This allows us to study
classical phase transitions with effective time-independent theories in d spatial
dimensions.

For a quantum mechanical system, on the other hand, H,y, and #,,, generally
do not commute and Z does not factorize. Consequently, statics and dynamics
are coupled and the order parameter field theory must be formulated in terms
of space- and time-dependent fields. To do so, one introduces an imaginary time
direction to the system, formally by applying the path integral representation of
the partition function. At zero temperature the extent in this direction is infinite
such that imaginary time acts as an additional spatial dimension, which by Eq.
scales with the zth power of a length. Therefore the homogeneity law atT =0
for a quantum phase transition reads

f(t,B)=b""f (e, Bb), (2.5)

with t = (r —r.)/r.. In this way a quantum phase transition in d spatial dimensions
is related to a classical transition in (d +2) dimensions. A generalization of Eq.
to finite temperature, where we recognize that we can approach the quantum critical
singularity both by tuning r to r, at T = 0 and by lowering T to zero at r =r_, is

f(t,B)=b " f(tb"”, Bb7®, TH?). (2.6)

11
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From the homogeneity law one can derive scaling relations for static and dynamic
observables. For a correlation function C(Kk, w) at momentum k, measured relative
to the ordering wavevector, and frequency w we find for instance the following
scaling relation at the quantum critical point:

C(t =0,k w, T =0)=|k|"9™°C,(|kI/w), 2.7)

where dim C is the scaling dimension of C. Similarly, at finite temperatures above
the quantum critical point we obtain for k = 0:

C(t=0,k=0,w,T) =T 4m2C,(w/T). (2.8)

These naive scaling relations and are, however, only expected to be valid
if the quantum critical point satisfies hyperscaling, which need not be true above
the upper-critical dimension.

The value of the quantum-classical analogy can be seen by considering a correlation
function G directly at a critical point. In a classical system of d dimensions critical
correlations fall off with a power law in momentum space G(k) ~ |k|™2*"¢. For a
quantum phase transition with dynamical critical exponent z = 1 we can conclude
from the mapping at T = 0 that G(k, iw,) ~ [k*+ w?]2*1¢+1)/2 where the Matsubara
frequency w, acts as an extra component to k.! By analytic continuation this
translates to the retarded Green’s function at real frequencies G*(k, w) ~ [k — (w +
i07)2]=2+n411)/2 This illustrates the excitation spectrum at a quantum critical point:
GR does not have a quasiparticle pole, but a branch cut at w > |k|, corresponding to
a continuum of excitations [4, Sec. 7.2].

2.1.4 Effective theories

Since the important physics at criticality is described by long-wavelength order
parameter fluctuations, it can be appropriate to work with an effective theory of
only these order parameter fluctuations that disregards microscopic details. Such a
theory can formally be obtained by integrating out suitably decoupled interaction
terms from a microscopic model. Since the correlation length is sufficiently large
near a continuous transition, the effective action can be formulated in the continuum
limit and will typically consist of powers of the order parameter field and of gradient
terms. Its form will only depend on the symmetry and dimension of the underlying
system and on the symmetry of the order parameter, consistent with the expectations

Here we assume the theory to be Lorentz invariant. Generally, additional terms of the form
f (w/|Kk|) would be allowed.

12
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for universal critical behavior. As an example consider a quantum rotor model
n. =78 ZL2—JZ (2.9)

with N-component operators ii;, iz = 1 on the sites i of a d-dimensional lattice rep-
resenting orientations and with the corresponding angular momenta L,. Minimizing
the energy of the nearest-neighbor term favors an ordered ferromagnetic state, while
the kinetic term prefers quantum-disordered delocalization. The parameter g tunes
through a quantum phase transition.

A suitable order parameter for that transition is the ferromagnetic magnetization.
From the lattice model a continuum theory is obtained in a spatial coarse
graining procedure where the 7i; are averaged over microscopic length scales. This
yields the order parameter field @, which is no longer of fixed length. An expansion to
lowest order in gradients of @ produces a ¢* quantum field theory Z = f D@ exp(—S)
with action

(@2)2] . (210)

=

h/ksT
Jdd f dT (a¢)+ (vxcp)+g +

Here r tunes the system across the quantum phase transition, c is a velocity, and u
contains self-interactions of the fluctuations of ¢. The dynamical critical exponent
isz=1.

Eq. provides a theory for quantum criticality that is appropriate for more
models than just Eq. (2.9), with some non-conserved density as the order parameter
field ¢(x, 7). The approach of effective field theories of this kind has been very
successful in treating quantum phase transitions in bosonic and insulating systems.
Suitable models can be solved exactly or are, more often, understood very well
in the framework of renormalization group theory with controlled expansions [[4].
Moreover, efficient unbiased numerical methods such as sign-problem-free quantum
Monte Carlo simulations are often available. These results confirm the general
phenomenology that we have outlined qualitatively in this Section. However, models
of itinerant electrons, adequate for the description of strongly correlated metals, can
frequently not be treated safely in effective theories of only local order parameter
fluctuations. Rather, low-lying fermionic excitations must be included explicitly in a
critical theory.

13



2 Modeling quantum phase transitions

2.2 Quantum phase transitions in systems of
itinerant electrons

Various quantum phase transitions in metals can be studied via effective models of
itinerant electrons coupled to an order parameter field. Since in a metal there is
an interplay between low energy fermionic quasiparticles at the top of the Fermi
sea and the quantum fluctuations of this order parameter, the fermions cannot in
general be safely integrated out without introducing divergences. Consequently
such problems are intrinsically more complicated than quantum critical points in
gapped insulators, which are captured by purely bosonic effective theories such as
Eq. that can be largely understood by mapping them to a classical theory.

The focus of this thesis is the quantum phase transition to antiferromagnetic
order in a two-dimensional metal. To investigate the universal physics near such a
quantum critical point we introduce in this Chapter a carefully motivated generic
model of itinerant fermions coupled to a Néel spin-density wave order parameter at
wavevector Q = (7, 7w)T. Magnetic quantum phase transitions in Fermi liquids are of
considerable interest due to the rich physics that emerges from the quantum critical
regime [5].

Beyond the scope of this work lie various other interesting quantum phase
transitions in Fermi liquids, including the (Mott) metal-insulator transition [18]],
charge-density wave quantum critical points [[19]], or Ising-nematic quantum criti-
cality [20, 21]].

2.2.1 Motivation of the spin-fermion model

In the momentum representation a microscopic Hamiltonian for a single band of
itinerant S = 1/2 fermions subject to two-body interactions is given by

_ _ $1,52,83,54 T T
Heen = Hign + Hine = E : €x ks Cs T E :Uk1 Ko ks, Ky k1 51 Ko,50 O3 ks (2.11)
ks

Here cl:s creates and ¢, ; annihilates a fermion with momentum k and spin s =T, |.
On its own H,;, would describe a tight-binding model with band-structure dispersion
&, In the additional #,,, we allow for a generic four-fermion interaction Uf(“ifjﬁj‘fq.

For a generalized one-band Hubbard model [22]] with local repulsion U > 0 the
interaction term would be given by [23] Chapt. 3]

51,52583,54  __
Ukl,kz,k3,k4 - U50,kl +ky—ksy—ky 551,53 552,54 531,T 5sz,l . (2' 1 2)
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2.2 Quantum phase transitions in systems of itinerant electrons
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Figure 2.2: (a) Illustration of the Hubbard model on a two-dimensional square lattice and visualiza-
tion of nearest neighbor hopping ¢ and next-nearest neighbor hopping t’. (b) Sketch of the first
Brillouin zone with a Fermi surface typical for a cuprate-like dispersion.

In real space with cZS = ﬁ > e kT cli’s the Hubbard Hamiltonian reads
Hyup = _Z(tij + .U5ij)CZst,s + UZ 11 |, (2.13)
i

ij,s

where i, j € {1,...,N,} label lattice sites, t;; are hopping constants, u is the chemical
potential, and n, . = ¢/ c,  are occupation number operators for spin s =T, | at site i.

In the following we \;\’/sili,sconsider models of this type mainly on two-dimensional
square lattices with unit lattice spacing a as sketched in Fig. Often we are
interested in dispersion relations that yield Fermi surfaces akin to the sketch in
Fig. These are appropriate for the electronic band structure of the cuprate

superconductors, which can be well fitted by [24]]
ex = —2t(cos(k,) + cos(k,)) — 2t'(cos(k, + k,)+cos(k, —k,))—u, (2.14)

where t > 0 is the hopping element for nearest neighbor sites and t’ < 0 the hopping
element for next-nearest neighbor site. The other t;; are zero.
To study the effects of magnetic order it is beneficial to rewrite the Hubbard
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2 Modeling quantum phase transitions

Hamiltonian in terms of local spin operators
s 1o 4. . _[ro 1y (0 =i\ (1 o]
RS (N ) YR A
SS

where § are the Pauli matrices. Explicitly we have S, = (87,S7,8%)T with

1.

57 =5 (chey +eliey), (2.16a)

S} = —% (ci’}cil — c;iiciT) , (2.16b)
1

si=5(ng=ny). (2.16¢)

As in, for example, [23] Chapt. 2] we find

Hiup = Z skcf;’sck’s — % Z §12 + % Z n;
] i

i,s

k,s

= éc ¢ _u S ) I ) I (2.17)

- k ks ks 6N ki+q,a " 7ab kb “ky—q,c\"/cd ky,d :
k,s S a,b,c,d ky,ky,

=1l 4
Since the term in n; ; only renormalizes the chemical potential, we let & absorb it in
the second line and will drop the tilde in the following. From this transformed form
of the Hubbard Hamiltonian we can now easily move to a slightly more general
specification of the generic Hamiltonian in Eq. (2.17):

1

_ T - T 2 AT =
H= Z EsCes T N V(D¢ 1q0()apCi b * Cpmgye$eaCioy a0 (2.18)
ks S ky,ky,q,

a,b,c,d

where we now allow for an arbitrary interaction with momentum transfer q in the
spin channel, V(q) = V(—q). We would recover #y,;, by setting V(q) = Z£. The
remaining quartic term in Eq. needs to be treated with some care. First,
we write the grand-canonical partition function of a system governed by # at
temperature T = 1/f3 as a functional field integral [25, Sect. 4.2]

Z=Tre P = JD(CT, c)e_S[CT’C] (2.19)
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2.2 Quantum phase transitions in systems of itinerant electrons

with the action S[c',c] =S, + S, and

int

B
Siin = J dr > el (D8, +e]e (7), (2.202)
0 k,s
B
s =—11| 4 > V@) g f §
int — _Z T (q) Ck1+q,a(T)[S]abCk1’b(T) : Ckz—q,c(T)[s]cdckz,d(T)'
0 kl’kZ’q;
a,b,c,d

(2.20b)
We use the same symbols ¢, ¢ interchangeably for Grassmann variables and fermionic
operators in Fock space. With this change of language from Hamiltonian to action
it is straightforward to decouple the interaction via a Hubbard-Stratonovich trans-

formation, see [26, Chapt. 3] and [25, Sect. 6.2]. Formally, this amounts to the
application of a standard identity for real Gaussian integrals

f dve 2V AV — (2)V/2 det A1/ 22N (2.21)

where v is a real N-component vector, A is a real symmetric N x N matrix, and j is
an arbitrary N-component vector.

To apply (2.21) we set g4(7) = > cha(T)[E’]abckb(T) and for each 7 form a
k,a,b ’ ’

vector g(7) containing g, for each distinct momentum q. From the values V(q)
we construct an antidiagonal symmetric matrix V, which allows us to write S;,, in a
shortened notation:

B
1
¢S = exp { J dr ZZ@q(r)V(q)é_q(r)} (2:22)
0 q

B
1
zexp{f dTZ@’(T)T-V-@’(T)}. (2.23)
. € g
Now we can put Eq. (2.21)) to use at each 7 and find (dropping arguments 7):
1
exp{z gT-Vv- é} = const - fd(ﬁ exp{—aﬁT V14T Lﬁ}

=const-Jdgexp{—fT-V-£+éT-V-§}. (2.24)
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2 Modeling quantum phase transitions

Here the integration variable ¢ is a vector built from three real numbers ¢, for each
distinct momentum q. The constant factors in front of the integrals are irrelevant
for expectation values computed from Z and for the functional integrals we will
include them in the integration measure. In the second line of Eq. we have
transformed the integration variable ¢ — V. Both forms are equivalent.

In this way we have effectively traded the four-fermion interaction in for an
auxiliary bosonic field ¢. The partition function is now given by the functional
integral over fermionic and bosonic fields with a coupled action:

Z= JD(CT’ ¢, @) e_(skin[c?ic]"'SFB[CT:C,@]“'SB[@]), (2.25a)
Siin = f dr Z [0 +¢] Chsr (2.25b)
S = f dt > V@), 5l Poar (2.25¢)

k,q,a,b
p
—J dt > 3V (@), (2.25d)
0 q

Eq. constitutes the spin-fermion model [6, 27, 28]]. The spin-fermion model is
to be thought of as having arisen from a microscopic Hamiltonian, from which high-
energy degrees of freedom, i.e. behavior at energies comparable to the fermionic
bandwidth W, have been integrated out. Thus it can serve as an effective theory at
energies smaller than a cutoff A < W. We can understand the spin-fermion model
as describing low-energy fermions which interact with their own spin fluctuations.
Due to the separation of energy scales these collective modes appear as autonomous
bosonic spins ¢,. The spin-fermion model is often stated as a Hamiltonian of itinerant
electrons ¢ and spins @

Ho= . velk—ky)c] cks+Z 15" @Bafat8 D Chagallustis” Poo

k,s k,q,a,b
(2.26)

where the primed sums limit momenta below A. Here the low-energy fermion
propagator retains Fermi-liquid form, but note that the electronic dispersion ¢, has
been linearized for momenta k close to the Fermi surface at k; with the Fermi velocity
Vp = c&yly, - The bare boson susceptibility is taken as y,'(q) = xo/[£,% +(q—Q)?]
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2.2 Quantum phase transitions in systems of itinerant electrons

with a bare magnetic correlation length £, and the ordering wavevector Q. g is
introduced as a coupling constant, which must be small compared to W. The value of
Q has been determined by higher energy interactions and, like the other parameters,
should be considered as input to the theory; for commensurate antiferromagnetic
Néel order in two dimensions it is Q = (7, ).

The action should be thought of as an effective theory on its own right
for the underlying strongly correlated microscopic system. We will use a variation
of this model to study a metal close to a spin-density wave quantum critical point
where it will capture the universal physics. While we have sketched the derivation
from a microscopic Hamiltonian, this Hamiltonian may actually not be known for
certain and the resulting action (2.25) stands independent of its formal derivation.

2.2.2 Metal close to the onset of spin-density wave order

Having outlined how the spin-fermion model can be obtained from a Hubbard-
like Hamiltonian, we now specify the formulation we shall use to study a two-dimen-
sional metal close to a spin density wave (SDW) quantum critical point (QCP).
Our choice follows [4, Chapt. 18]. In a slight extension to the derivation in the
last Section we allow the bare bosonic susceptibility to depend on frequency. We
define the real bosonic field @, to represent long-wavelength fluctuations with small
momentum q around collinear SDW order at wavevector Q = (7, )7, such that @,
corresponds to the electron spin density at Q + q.> The bosonic action is given by
a Ginzburg-Landau ¢* theory similar to Eq. (2.10)), which can be thought to have
been generated by integrating out high-energy electrons. The complete model has
the action S = Sy + Sy + S with

Sg = f dr chs[a + gk]cks, (2.27a)
N /5 . N
SFB - AJ dv Z Ci'<+Q+q,s [§ <lzsq:lss’ck,s’ - )’J dt Z elQ.ricli',s[g. ¢i]ss’ci,s”
0 k,q,s,s’ 0 i,5,8"
(2.27b)
r., u 2

Se= | d ) +=(V + @2+ — (@7 ] 2.27

5 f TZ — (2.8 ( G+ 58+ (3) (2.270)

Compared to the action (2:25) this is a shift $; = Go.q-
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2 Modeling quantum phase transitions

Here, A is the “Yukawa coupling” constant between fermionic and bosonic fields, ¢
is the bare bosonic velocity, and the parameters r and u control the magnitude of
the SDW fluctuations. In a mean-field theory for Sy alone long-range SDW order is
present for r < 0, but this transition point is shifted by interactions. The derivatives
in Eq. need to be discretized appropriately for the actual space-time lattice.
A first understanding of the physics of the combined model can be found in
mean-field theory. We can distinguish two phases: a Fermi liquid with (¢) = 0 and an
ordered SDW phase with (@) # 0. To describe them on mean-field level we replace
in Sgp the field @, by its uniform expectation value (@q)yr = 040%o, corresponding
to perfect Néel order, and drop the action Sy for the now constant field. This
procedure can be motivated by a saddle point approximation of S. Since rotational
symmetry is broken spontaneously in the ordered phase, different directions of @,
are equivalent and only its magnitude is important. Returning from the functional
integral formalism, we obtain the mean-field Hamiltonian

— T ez
Hyr = Z €101 Cus T A Z o +Q,s[s * B0l Crsr (2.28)
k,s k,s,s’

In mean field the SDW order @, mixes only fermionic states at momenta k and
k + Q. Consequently, there is only a restricted set of zero-energy states (measured
relatively to the chemical potential) on the Fermi surface that interact in H,,,. They
are found by taking the intersection of the Fermi surface and the Fermi surface
shifted by Q. If there is no intersection, e.g. if the Fermi surface for a cuprate-like
dispersion is too small, there is no SDW interaction at low energies. Otherwise
in two dimensions we typically find a discrete set of intersection points. These are
the “hot spots” illustrated in rows I and II of Fig. As far as the low-energy physics
of the action is concerned, the close vicinities of the hot spots will remain
the most important regions of the Brillouin zone also beyond mean field. There
an electron at k may scatter into a state at k+ Q + q, but q will generally be small
compared to the size of the Brillouin zone for the predominating @,.

. . f_ (. T . e
With the help of spinors d, = (ck’T, Cpr Crron ki, l) we can write the Hamiltonian

in the form Hy;; = Z;{ dli h, d,, where the primed sum indicates that the summation
now runs over a smaller set of momenta k and h; is a 4 x 4-matrix

(2.29)
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Figure 2.3: 3D plots ofthe original dispersion ¢, from Eq. (2.14) with t =1, t' =—0.5, u = —0.5,
and of |(b)| the hybridized mean-field dispersion ey . from Eq. (2.30) for SDW order |@,| = 0.4.
The Fermi surfaces are marked by gray lines, compare Fig.

This matrix is easily diagonalized and we find two-fold degenerate single-electron
energy eigenvalues

& +¢ & —¢€ 2
ek,i=%i (%) + (ABo). (2.30)

In the presence of SDW order, e, . give the dispersion for two electronic bands. Filling
up the lowest-energy states both bands we find the new Fermi surface as illustrated
in Fig.[2.3] For |g,| > 0 gaps open at the hot spots and the originally “large” Fermi
surface is reconstructed into “small” Fermi pockets, see row III in Fig. As |Gyl
increases, these pockets shrink. For the half-filled system they vanish simultaneously,
in the hole-doped case the electron pockets disappear first, while in the electron-
doped case the hole pockets disappear first, see row IV in Fig. A configuration
of small Fermi pockets is a generic feature of an SDW-ordered Fermi liquid.

2.2.3 Analytical approaches beyond mean field

The pioneering work on quantum criticality in Fermi liquids was presented by Hertz
[29], who studied magnetic transitions by a renormalization group method. Millis
later extended this work and added the evaluation of finite-temperature crossovers
[30]. In Hertz-Millis theory the fermions are integrated out and only low-energy
order parameter fluctuations are kept in the action. While this step is formally exact,
in the presence of gapless fermionic excitations the resulting coefficients can be
highly non local. A priori it is not clear that such an action can be expanded in @
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2 Modeling quantum phase transitions
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Figure 2.4: Mean-field transformation of the Fermi surface due to SDW order for Eq. with
t=1,t =-0.5, andu =-1.5, p, =-1, ,u = —0.5. The momentum k = (0,0)7 is at
the center of each plot, as in Fig. Row I: Fermi surface without SDW order with hot spots
separated by Q = (7, ©)T. Row II: Original Fermi surface together with surface shifted by Q; hot
spots are at the intersection points. Row III: Small Fermi surfaces with SDW order |§,| = 0.4,
computed from Eq. (2.30). Row IV: With |@,| = 0.9 electron pockets have shrunk to zero in case
[@)] while both pockets disappear simultaneously in case [(b)] and hole pockets have vanished in
case
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2.2 Quantum phase transitions in systems of itinerant electrons
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Figure 2.5: Proposed schematic phase diagram in the vicinity of an antiferromagnetic metallic quan-
tum critical point. Next to a spin-density wave (SDW) ordered phase a d-wave superconducting
(SC) dome emerges atop the quantum critical point (QCP). Compare to Fig.

and that a controlled truncation of this expansion is possible. Assuming that one
can proceed in this way, the resulting action for the case of the ordering wave vector
Q connecting a (d — 2)-dimensional hot manifold is

dik 1r., 3 ,ou i o
S = 2n)i T;E[k +ylew,l +r] 13k, w,)| +Zfd xdt(g(x,7)*)". (2.31)

In contrast to a conventional $* theory, the dynamical term is replaced by |w,|. This
describes Landau damping, the possibility for order parameter fluctuations to decay
into particle-hole pairs. Therefore the dynamical critical exponent in this theory is
z=2.

Subsequent theoretical analysis of the spin-fermion model has shown that in
spatial dimension d = 2 the quantum critical theory of metallic antiferromagnetism
is generically strongly coupled and that the Hertz-Millis approach is invalid in this
case [27,31H33]]. It appears to be very important to keep the low energy fermions
as active parts of the theory, as in the proposed action (2.27).

Alternative popular approaches include a 1/N expansion in the inverse number
of fermion flavors N [l6]. But this method is uncontrolled in d = 2, too [32} [34]].
Alternative expansion have been introduced [[35, [36/] or have been found to emerge
from an exact calculation [|37]]. Despite this and further work on antiferromagnetic
quantum criticality in metals [[38445]], a fully controlled analytical treatment re-
mains a major challenge and basic characteristics of this quantum critical point are
continuously under debate.

It has long been known that strong order parameter fluctuations at a spin-density
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2 Modeling quantum phase transitions

wave instability in a metal can mediate unconventional singlet electron pairing
with a d-wave form factor [[46]. Building on this, several studies have proposed
an anomalous enhancement of superconductivity at a spin-density wave quantum
critical point [47-50]. The generic phase diagram of Fig. would then be
extended by a superconducting phase close to the critical point, leading to a phase
diagram similar to Fig.

Hyperscaling is violated at this antiferromagnetic quantum critical point and at
d > 2 the quantum critical theory is above its upper critical dimension. Concomitant
with this, more microscopic details matter than for the simpler bosonic effective
theories discussed above in Sec. [2.1.4/and simple scaling relations such as Egs.
and are broken. Nevertheless, from the theoretical analysis of the low-energy
theory [27,/31H33]] it is widely believed that, while details of the Fermi surface
matter, fermionic excitations near the hot spots are by far the most important, such
that only the structure of these hot spots matters for the universal physics near the
quantum critical point. Details and topology of the Fermi surface away from these
hot spots are expected to be irrelevant.

In this spirit Metlitski and Sachdev have developed a theory focusing on the
vicinity of the hot spots with a linearized Fermi surface [I32]]. They find spin-density
wave fluctuations to give rise to a d-wave superconducting instability and that,
in this linearized theory, an additional pseudospin symmetry emerges, relating
the superconducting order to a charge-density wave (CDW) order with the same
form factor at an ordering wavevector collinear with Q. From this, one would
expect also tendencies towards CDW order close to the quantum critical regime.
Strong fluctuations of the resulting multi-component order parameter have also
been proposed as the origin of the pseudogap in the cuprates [39, [51-53]]. It has
not been established, however, if this fluctuation regime is important beyond the
linearized theory.

Spin-density wave interactions at the quantum critical point may also enhance
other types of CDW order [[54] or further types of subsidiary order such as pair-
density waves (PDW) [55, [56]].

In summary, the lack of a controlled solution of the spin-fermion model combined
with the great physical interest in the properties of the SDW quantum critical point
make it highly desirable to add the additional perspective provided by an unbiased
numerically-exact method such as quantum Monte Carlo. While also this approach
has long been thwarted by the presence of the Fermi surface, leading to the infamous
fermion sign problem, we will see in Part[[[ how such simulations can be made viable.
But before we move on to more technical discussions, the next Chapter will briefly
introduce some of the experimental systems where the SDW quantum critical point
is thought to be important.
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3 Unconventional superconductivity
on the verge of
antiferromagnetism

The discovery of unconventional high-temperature superconductivity in the cuprates
[57] is frequently counted as one of major scientific breakthroughs of the twentieth
century. The question of the mechanism behind superconductivity in these systems
and the understanding of their normal state physics, however, is far from settled
[58]. Unconventional superconductivity, that contradicted the expectations from
classic Bardeen-Cooper-Schrieffer (BCS) theory [|59]], had already been found earlier
in heavy fermion systems [|60]] and in organic salts [[61]], albeit at lower transition
temperatures. In the mean time other classes of unconventional superconductors
such as the iron based superconductors [|62]] have been discovered.

While there is quite a variation in the chemical composition of these strongly
correlated materials, a group of them, namely the cuprates, the iron based super-
conductors, and some of the heavy fermion materials, share a wealth of common
features in their phase diagrams, which ultimately suggests that spin-fluctuation
mediated electron pairing is involved in the formation of the superconducting phase
[[7]]. The crystal structure for all these materials is built from quasi-two-dimensional
layers containing square arrays of d- or f-electron cations. Their phase diagrams as
function of temperature and doping all show an antiferromagnetic or spin-density
wave ordered phase in close proximity to an unconventional superconducting phase.
In some cases there is coexistence between these two types of order. Several experi-
ments, employing for instance NMR or neutron scattering measurements, show a
strong coupling between superconductivity and antiferromagnetism.

In these cases the superconductors are unconventional in the sense that their
momentum resolved superconducting gap function A changes sign between parts of
the Fermi surface that are linked by the spin-density wave ordering wavevector Q:
sgn A(k+ Q) = —sgn A(k). These include anisotropic d-wave symmetry, where the
gap changes sign under a 7t/2 rotation, or isotropic s-wave symmetry in combination
with a sign change under Q. In contrast to this, conventional BCS superconductors
have s-wave symmetry without sign change.

The phase diagrams for two Ce-based heavy fermion materials are shown in
Fig. With material (a) there is a superconducting phase whose transition tem-
perature T, decreases with increasing concentration x of Cd until superconductivity
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Figure 3.1: Finite-temperature phase diagrams as function of Cd-doping for two heavy-fermion
Ce-115 systems: (a) CeCo(In;_,Cd,) [63]], (b) Celr(In;_,Cd,). with T, multiplied by a factor of
10 [[64]]. Both display superconducting (SC) and antiferromagnetic (AFM) order. In case (a) there
is a region of coexistence of both orders. Reprinted figure with permission from D.J. Scalapino,
Rev. Mod. Phys. 84, 1383 (2012). © 2012 by the American Physical Society [[7]].
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Figure 3.2: Schematic phase diagrams for hole-doped La, ,Sr,CuO, and electron-doped
RE,_,Ce,CuO, (RE = La,Pr,Nd) cuprates [65]. Reprinted figure with permission from D.J.
Scalapino, Rev. Mod. Phys. 84, 1383 (2012). © 2012 by the American Physical Society [[7]].

appears to be absent at x &~ 0.15. For x 2 0.05 an antiferromagnetic phase emerges
with a transition temperature Ty that increases with doping. There is an intermedi-
ate doping regime where both types of order coexist. The phase diagram of material
(b), where Co is replaced by Ir, is similar, although the maximum T, is lower and
with increasing doping superconductivity vanishes before antiferromagnetism sets
in.

Fig. displays the schematic phase diagrams for two cuprate compounds. The
undoped materials are insulators that undergo an antiferromagnetic Néel transition
as the temperature is lowered. When La is replaced by Sr, the copper oxide layers are
hole doped, while the introduction of Ce leads to electron doping. With increasing
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Figure 3.3: Temperature-doping phase diagram for the iron-arsenide superconductor
Ba(Fe;_,Co,)As, showing a region of coexistence of antiferromagnetism (AF) and super-
conductivity (SC) [66]. T is the structural transition temperature, Ty is the Néel temperature,
and T, is the onset temperature of superconductivity. Reprinted figure with permission from D.J!
Scalapino, Rev. Mod. Phys. 84, 1383 (2012). © 2012 by the American Physical Society [7]].

doping the Néel temperature is first reduced, then a superconducting phase emerges.
In the electron-doped case the optimal doping leading to maximal T. is close to the
onset of antiferromagnetism, while there is a clear separation in the hole-doped
case.

In Fig. [3.3] we have the phase diagram for an iron-based superconductor. The
undoped (x = 0) material is metallic and is subject to a structural transition from a
tetragonal to an orthorombic lattice, which is linked to an electronic nematic transi-
tion. At the same temperature it undergoes an antiferromagnetic SDW transition.
With increased concentration of Co the system is electron doped, which suppresses
the structural and magnetic transition temperatures. At finite doping the structural
transition temperature Ty is slightly higher than the magnetic Néel temperature Ty.
For x Z 0.07 both Ty and Ty collapse to zero and superconductivity sets in. The
maximum T, of the superconducting dome is located close to this point. Similarly to
the heavy fermion phase diagram of Fig. there is an intermediate doping region
0.03 < x < 0.06, where superconductivity and spin-density wave order coexist.
Here also orthorombic order is present.

Especially the phase diagrams of the heavy fermion compound CeCo(In,_,Cd,).,
the electron-doped cuprates, and the iron-based superconductor Ba(Fe,_,Co,)As,
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Figure 3.4: Schematic detailed phase diagram for hole-doped cuprates as function of doping and
temperature. Reprinted by permission from Macmillan Publishers Ltd: Nature. B. Keimer et al.,
Nature 518, 179 (2015), © 2015 [69]].

suggest that the magnetic fluctuations close to a spin-density wave quantum critical
point may give rise to the dome-shaped superconducting phase that appears near
the endpoint of an antiferromagnetic phase. This interpretation is supported by the
observation of strange metal behavior in many of these materials, see Ref. [[67]] for
a review. In a region of the phase diagram above the superconducting phase the
electrical resistivity p is found to be linear in the temperature T. This stands in
stark contrast to the regular characteristics of a standard Fermi liquid with p ~ T
at low temperatures. This non-Fermi liquid behavior of transport quantities can be
related to the quantum critical regime of a zero temperature critical point underlying
the superconducting dome. Similar features have also been seen in an organic
superconductor close to a magnetic quantum critical point [|68]].

The physics of the hole-doped cuprates appear to be particularly rich and com-
plicated [69]]. Their phase diagram, schematically shown in Fig. contains the
unique and puzzling pseudogap regime below a crossover temperature T, where
the electronic density of states is substantially suppressed at low energies with-
out a simple relation to a broken symmetry. There are also tendencies towards
multiple competing or “intertwined” orders [[70] including charge-density wave
(CDW) order. Most likely there are multiple quantum critical points underneath this
superconducting dome.
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4 Quantum Monte Carlo approach

The objects of interest of research in condensed matter physics are the rich collec-
tive phenomena that arise in many-particle systems. Still, to a surprisingly high
degree, our understanding of physics is based on single-particle theories, which
are successful as long as interactions between the constituents of a system can
be handled perturbatively. Starting with Landau’s Fermi liquid theory, much of
solid state theory, for example, has been developed in terms of weakly interacting
quasiparticles as elementary excitations. Once systems become more complex or
interactions strong, however, these theories reach their limits. Understanding the in-
tricate, emergent behavior of systems composed of a macroscopic number of strongly
correlated fermions, that gives rise to novel, distinctly quantum phases of matter
such as high-temperature superconductors, non-Fermi liquid metals, or quantum
spin liquids, requires to fully take into account interactions. Exact solutions of the
relevant microscopic models are extraordinary feats, but to a large extent analytical
theory fails at describing systems of this kind. Mean-field theory and effective field
theories can provide guiding insight and lead to physical understanding, but they
often rely on severe approximations which are not well controlled. Underlying
assumptions are frequently under debate and can lead to conflicting predictions.
Therefore, unbiased numerical simulations are an essential tool to address these
problems. Not only do they allow to verify and test the extend of validity of basic
assumptions, putting analytical theories on solid ground and providing the means
to discriminate between multiple candidates, but they also serve as an instrument
of quantitative guidance, for instance when numerically exact phase diagrams are
mapped out. The complexity of the problems in quantum many-body physics has
lead to the development of a great variety of sophisticated numerical techniques
that take advantage of today’s large-scale computing facilities [[71], [72].

Principally, a quantum many-body system on a finite-size lattice can be solved by
diagonalizing the Hamiltonian operator. However, since the Hilbert space grows
exponentially with system size, exact diagonalization is limited to only very small
systems. While sophisticated sparse methods to compute low-lying eigenstates have
been pushed to reach up to dozens of sites in problems of frustrated magnetism [|73],
74], in most cases these methods are mostly of use as benchmarks and when no
other numerically exact technique is available.

In recent years the density matrix renormalization group (DMRG) [[75H77]] has
been developed into a very powerful technique. Fundamentally, it is a variational
method that minimizes entanglement. DMRG is the most versatile method available
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in one spatial dimension. Despite considerable advances, two and higher dimensions,
however, remain problematic [|78]]. Here the numerical cost scales exponentially
with the circumference of two-dimensional systems when the boundary or “area”
law of quantum information theory governs the entanglement entropy for gapped
systems [[79]. Nevertheless, first results for such systems have been obtained by
DMRG. These famously include the identification of the spin-liquid ground state
of the antiferromagnetic Heisenberg model on the kagome lattice [[80/], but also
itinerant systems in two dimensions such as a weakly interacting Hubbard model at
and off half-filling are studied by DMRG [I81]].

Stochastic Monte Carlo techniques arguably provide the most general toolbox
for, within controlled error bars, numerically exact simulations of statistical systems
in equilibrium with polynomially scaling computational effort. The simulation of
quantum mechanical many-body systems requires mapping the problem to a classical
system, which will generally introduce an extra dimension of “imaginary time”. The
methods that realize such a mapping in simulations are collected under the umbrella
term of quantum Monte Carlo (QMC) [[82]. For quantum problems formulated on
lattices of at least moderate size in two or three dimensions, QMC simulations are
often the only viable choice for numerically exact studies. The major limitation of
QMC is the fermion sign problem, discussed below in Sec. which can be inherent
to the quantum-classical mapping. It amplifies statistical uncertainties exponentially
in system size and inverse temperature, often rendering simulations infeasible. But
in the absence of a sign problem QMC is very powerful. This is the case for bosonic
systems and spin systems without frustration from lattice or interaction, for which
advanced world line [|83]] and stochastic series expansion [[84]] methods are available.
For systems of itinerant fermions on lattices, which are the subject matter of this
thesis, the sign problem is prevalent unless one finds a way to set up an action for
the problem at hand that features a remedial symmetry. The discovery of such a
formulation can be the breakthrough that paves the way towards the first controlled
numerically exact solution of a problem. For a two-dimensional metal in the vicinity
of an antiferromagnetic quantum critical point such a recipe for sign-problem-free
QMC simulations was presented in Ref. [11]], which we review in Sec. In the
following we first discuss the general standard approach to QMC simulations for
fermions on lattices.

4.1 Determinantal quantum Monte Carlo (DQMC)

A Hamiltonian of interacting fermions contains terms that are at least quartic in
creation and annihilation operators. While such terms cannot readily be integrated,
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an auxiliary field can be introduced via a Hubbard-Stratonovich transformation,
producing an action that is only quadratic in fermions at the expense of a bosonic
extra degree of freedom. The action of a metal coupled to an SDW order
parameter, that has been introduced in Sec. [2.2] can be understood in this way. For
each configuration of this bosonic field only a quadratic fermion Hamiltonian needs
to be considered, which reduces the problem to a simple Gaussian integral, solving
which involves the computation of a determinant. In all practical cases it remains
impossible to enumerate all such bosonic configurations; hence, it is favorable to
apply a Monte Carlo importance sampling scheme. In the following we describe
the Blankenbecler-Scalapino-Sugar (BSS) algorithm for the simulation of coupled
boson-fermion systems [8]], which was published in 1981 and to this day remains
the standard algorithm for fermionic lattice systems at finite temperature. The aim
of this Chapter is to give a self-contained introduction to the algorithm, while further
important, but more technical, aspects are discussed in Chap. |5 This presentation is
based on several pedagogical texts introducing the method [|83], [85-87]]. A helpful
introduction is also provided in the recently published textbook by Gubernatis,
Kawashima, and Werner [|82]].

4.1.1 Basic formalism

Our starting point is the partition function Z at temperature T = 1/f3 expressed as
a functional integral over a fermionic field c, ¢" and a bosonic field ¢ with an action
S :SF+SFB+SB:

Z= JD(C, cp)e™s, (4.1)
where
B
Sg = Sglc,c'1= f drc'(K+3.)c, (4.2a)
0
.. /5 ..
SFBZSFB[C,CT,(,O]ZJ drc'Vigle, (4.2b)
0

and S; = Si[ ] is a functional of the bosonic field only. Here we think of a finite
system of N, single-particle states distributed over a d-dimensional lattice, ¢’ =

(clr, ey c](,s) is a fermionic vector at imaginary time 7, and ¢ = (tpl(T), ey (pNS(T))
is the bosonic configuration at 7. The matrix K contains “kinetic” terms without
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4 Quantum Monte Carlo approach

interactions, while the interactions mediated by the field ¢ are encoded in the matrix
V[¢]. Generally, K and V do not commute. With the path integral formulation of
the action a d + 1-dimensional spacetime has already been introduced.

The structure of the fermionic part of the action (4.2) allows us to express it in
terms of a single-particle Hamiltonian matrix # = K + V[¢]. To prepare for numeric
evaluation we write the partition function as a trace in Fock space integrated over
all possible bosonic configurations,

Z= chp e Sslel Ty [e_ffdfg[mv[f]]g] , (4.3)

and discretize imaginary time, T = (A7, f = mAT:

Z= fDLp e~Sslel Ty [exp (—i Atc’ [K+V[pUAaT)]] g)] . (4.4)

(=1

This is tantamount to thinking of a model defined on a finite spacetime lattice,
although we will generally be interested in the extrapolated limits N, — oo and
m — o9, the latter being equivalent to the imaginary time continuum limit At — 0.

Accepting a controlled systematic error, we can split the exponential of a lin-
ear combination of noncommuting operators K, V via a symmetric Suzuki-Trotter
decomposition [|88]]:

e~ ATEHY) — =K p=ATV = 5K 4 O(AL3), (4.5)

Having discretized imaginary time, we can repeatedly apply Eq. (4.5) to split the
exponential under the trace in Eq. (4.3)) and, from now on dropping the underlines,
find:

exp( ch [K + V[e(tAT)]] ) ]_[Ue +0(AT2), (4.6)
(=1

where we observe m - O(A13) = O(BA7T?) = O(A7?) and have introduced the
p-dependent operators U, given by

ATk gt _Act
Uﬂ —e 2°¢ Kce ATC V[(p(éAT)]ce 5 C Kc- (47)

For notational convenience in the further development of the formalism the order of
the operators U, in the product in Eq. (4.6) is descending: ]_[;:m U =0,U,_; - Uj.
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4.1 Determinantal quantum Monte Carlo (DQMC)

Note that, if K and V[ ] were simultaneously real representable, we could use a
lower order Trotter decomposition and still achieve an overall systematic error of
O(A7?) in Eq. [89].

Finally, making use of property shown in Appendix [A} we can evaluate the
trace:

1
Z= JDLp e~ Sslel Ty |:l_[ U4:| +0(A7T?)

{=m

1
= JDcp e_SB[‘p]det|:ll+l_[Be] +0(A7T?) (4.8)

{=m
with p-dependent matrices

B, = e T K ATVIeUAD)] =5 K (4.9)

Under the condition that Sy is real and that the determinant always evaluates
to a positive real number the formulation of the partition function is very
advantageous: The strictly positive integrand can be interpreted as a probability
measure, enabling sampling by Monte Carlo techniques. In every other case we have
a sign (or complex phase) problem, which we discuss in detail in Sec. 4.2/ below. For
the time being we will assume this problem to be absent and give an overview over
how determinantal quantum Monte Carlo (DQMC) simulations based on Eq.
are set up in the following sections.

4.1.2 Markov chain Monte Carlo sampling

There is vast body of high-quality literature discussing Monte Carlo simulations
in statistical physics, so here we only give a cursory introduction and point to
textbooks [[90-94]] and lecture notes [[95-98]] for details.

With Eq. we have transformed the partition function into the form

Z=JD90p[so], (4.10)

where we assume p[¢] > 0 for all configurations ¢. We are mainly interested in
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computing expectation values of physical observables O, which are given by

(0) =%JD<pp[<p]<0>¢- (4.11)

Therefore p[¢]/Z can be seen as the probability density associated to a configura-
tion ¢, which in this high-dimensional integral appropriately weights the various
contributions (0),, to (O). When we do a Monte Carlo computation of (O), we
estimate its value statistically. We sample a high number M of configurations ¢;
according to a probability distribution p, then compute an estimate O of (O):

(O)~ 0= 21 (O)gpLelole]™
Yt plelole]

The best choice of p is proportional to the physical probability density p/Z, leading
to optimal importance sampling. Then Eq. (4.12) reduces to the sample mean O:

N
—0= MZ: (4.13)

The central limit theorem tells us that if we sample sufficiently many statistically
independent configurations the estimate (4.13)) will be normally distributed around
the exact (O) with variance

(4.12)

o2 =([0-(0)])= %o, (4.14)

Integrals like Eq. with a general distribution that is only known up to the
normalization constant are best sampled by generating configurations iteratively
in a Markov process. Such a process is specified by the transition probability
W,..=W(y,, = ¢,) to go from a state ,, to a state ¢, in one step. History older
than ¢,, does not influence this probability. The W,,, form a stochastic matrix if
W,,, > 0 for all m, n and if >, W,,, =1 for all m. Starting from an arbitrary initial
state ¢, the distribution of the generated states ¢, will converge to a stationary
distribution p if two conditions are met:

Ergodicity: Every state ¢, can eventually be reached from any ¢,, in a finite number
of steps: (W*),,,, > 0 for all k < K for some K < co.

Detailed balance: The transition probabilities have the following relation to the
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target distribution:

W(pn—=9,)  ple,]

= . (4.15)
Wlen=9n)  plon]
This is a sufficient condition for balance
Zp[wm]W(wmﬁ ¢.) = ple.l, (4.16)

but detailed balance is easier to verify and a process satisfying only balance
and not detailed balance may have weaker convergence properties.

The first algorithm that has been presented to satisfy detailed balance is the Metropo-
lis algorithm [|99]], which is still the most widely used. Here the transition probability
is expressed as W(y,, = ¢,) = g(¢,, = ¢, )A(¢,, = ¢,), where g is the probability
the new state ¢ is proposed with and A is the probability that this newly proposed
state is accepted. The proposal probabilities are chosen symmetric

8om = ) _

(4.17)
glpn = ¥m)

and detailed balance is satisfied through the Metropolis acceptance probability

Fntt

Two additional general considerations need to be taken into account in practical
Monte Carlo simulations: First, the generated states of the Markov chain are not

statistically independent. In consequence the variance of the observable mean O is
modified from Eq. (4.14) and reads [[100, [101]]

Alp, = ¢,) = min{ 1, (4.18)

2
2 %0
0'5 = (1 + 2T0,int)ﬁ (419)

with an integrated autocorrelation time 7, ;,, = 0. While the standard error 50 =

\/0725 of a Monte Carlo estimate still goes to zero like 1/+/M with increasing number
of samples M, we see that it is crucial for efficient sampling to choose proposal
probabilities that reduce statistical correlations in the Metropolis algorithm or to
devise more advanced problem adapted sampling schemes. This is a bit of an art
and will be discussed in Chap. |5 The second point to keep in mind is that, while
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4 Quantum Monte Carlo approach

the Markov process will converge towards a stationary probability distribution, this
will generally take a number of steps characterized by a relaxation time when we
start from a random initial configuration. It is then necessary to allow for a phase
of thermalization at the beginning of a simulation during which samples are not
included in observable measurements.

At this point it easy to see how the Markov chain for a DQMC algorithm can
be set up. We start with a random initial spacetime configuration of the auxiliary
field ¢ and successively propose small changes ¢ — ¢’ of this configuration, which
we accept or reject according to Eq. with p chosen to be the integrand of
Eq. (4.8). The Metropolis acceptance probability is then given by

det[]l + ]_[;:mBl’]
det|1+]T;_,Bi]

For the process of sampling as well as the evaluation of observables it is useful to
introduce the equal-time Green’s function for a constant field configuration ¢:

A((P N (P/) =min{ 1, e—(SBW’]—SBW]) (4.20)

G,(t =LAT)=G,=(1+BB;_; BB,B,,_1-+-By1) . (4.21)

Then the ratio of determinants in Eq. (4.20) can be written as!

det[]1+l_[k . k] det []1+B’ ]

det[]l+l_[k:m k] de []].+B ]
det[]l+BlBé 1 BleB;n 17" B£+1:| _ detG, (4.22)
~ det[1+B,B; y++BBB,_1- +Byy]  detG,

for any imaginary time slice £.

In practice the evaluation of the long chains of matrix products in G, and of the
ratio of determinants in Eq. poses a numerical challenge because accumulated
rounding errors can lead to severe instabilities. How these are handled in an efficient
way will be discussed in Chap.

'Here we use that det(1 +AB) = det(1 + BA) for square matrices A and B.
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4.1.3 Observable expectation values

It remains to be discussed how physical observables O are to be evaluated from a
given configuration of the field ¢ to provide (O),, for the estimate (4.13)). In general,
the expectation value of an observable is given by

(0) = % JD(p e B Tr| O exp (—i ATc' [K+V[p(lAT)]] c)]
i (=1

1
1
= = JDgo e SETr| O U(:| +0(AT?). (4.23)

L {=m

This needs to be brought into the form (4.11)) to determine (O)

°E

4.1.3.1 Bosonic observables

Purely bosonic observables enter the integral as a c-number function of the field ¢
without influence of the fermions, so we directly have

1
(Opos) = % JDgo Opos € B Tr []_[ Ue] +0(AT?) (4.24)

{=m

and hence (O), = Ops[¢].

4.1.3.2 Fermionic equal time observables

A major advantage of the DQMC algorithm is that we have the freedom to compute
the expectation value of arbitrary fermionic correlation functions. Let us first define
the expectation value of an observable at imaginary time T = (A7 for a fixed
configuration of the field ¢:

Tt[Up+ Upn OU; - U]
Tt (U, Uy]

(0),(7) = (4.25)

This can be understood in the imaginary time Heisenberg picture with a T-dependent
Hamiltonian # = K + V[¢]. Eq. (4.25) is the discretized time version of

Tr[(’)(r) e lo ‘”H]

_ . O(m)=el Mol dH (4.26)
Tr[e_fo dT”]

(0)=(7) =
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With Eq. (4.25) and

1
plel = e55l%] det |:Il + l_[Bf:| 4.27)
{=m
we have
(0)(7) = %JDSOP[@](O)¢(T)- (4.28)

Due to translational invariance in imaginary time all T are equivalent and (O)(7) =
(). This also holds for the corresponding Monte Carlo estimate O(t), but the
expectation values (O),(7) at different 7 for one fixed ¢ are not necessarily equal.
To improve effective statistics in simulations we generally average over imaginary
time and compute O = = > O(£LAT).

For single-particle observables O = c'Ac, that are bilinear in fermionic opera-
tors, Eq. can be evaluated by introducing a source term and by applying

property[A.3]

3InTr[U,, - - Uy €U, - U, ]
(0) ()= -
n
n=0
dlndet[1+B,, - By, e"™ B, B |

(4.29)

on

n=0

Since the relation IndetX = TrlnX holds for any non-singular square matrix X, we
have

dIn[1+B,, By, "B, B]

0),(t)=Tr
(0),(7) 3
n=0
:Tr I:(]]'+Bm...B€+]enAB£.'.Bl)_le”'Bg_;’_lAenAB["'Bl]
n=0
=Tr[B;+-+By (14 B, -By) ' By ByA] (4.30)

and with the help of a matrix identity, X(1 + YX)'Y =1 — (1 +XY)™, [102] we
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obtain

(0)o(7)= Tr[(1—[1+B;-- BB, Biy ] )A]
=Tr[(1—G,(1))A] (4.31)

with the equal time Green’s function G(p(T) as defined in Eq. (4.21). We can,
for example, evaluate (c;;ca)w with the matrix A given by A_; = 6, ,6,;, and find

(cha)¢ =04 — G,(T)qp- Therefore (cacZ)w = G, (1), and we see that the Green’s
function is indeed defined sensibly.

In the DQMC algorithm we solve fermionic single-particle problems for fixed
auxiliary field configurations. Therefore Wick’s theorem applies, allowing us to
reduce any multipoint correlation function to a sum of products of single-particle
Green’s functions. To see how this is done for products of operators O; = c'A¢c we

first define the cumulants

o"InTr|U,---U eMO...emOy,...U
Co(Opy ., O1) = [ i U] . (4.32)
annanl

By carrying out the derivatives we relate these cumulants to expectation values of
products of the ;. For n =1 and n = 2 we obtain

Cnp(Ol) = <Ol)<p3 (4333)
Cyp(0,,01) = (0,04), — (03) ,(O1) - (4.33b)

Higher order cumulants arise as increasingly complex combinations of lower order
cumulants. The cumulants can be computed in a similar way to Egs. (4.29)-(4.31).
For O, = clcy, O) = clc; one finds for example [83]

Colclegcles) = (cles)olcgel), (4.34)

and with Eq. (4.33b)) we have the relation

¥

(clegeles), = (cles) o epel)y +{cleg) plcics) - (4.35)
By (anti)commuting operators appropriately most physical correlation functions
can be brought into the form of linear combinations of Eq. (4.35). Since the result-
ing expressions can become very lengthy it is advisable to use computer algebra

software to help with this process [[103]]. Should higher-order correlation functions
be necessary, recursive relations that give the (n + 1)th cumulant in terms of nth
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cumulants can be derived.

4.1.3.3 Imaginary time displaced correlation functions

We can extend Eq. (4.25) to compute imaginary time displaced correlation functions
in the presence of one auxiliary field configuration ¢. For 7, ={; A7, 7, ={,AT,
and 7, = 7, we have

Tt[ U, Uy, OU,, -+ U, OU, -+ U

(01(71)0,(72)), = Tr[U, - U]

(4.36)

After a Fourier transform this will allow us to compute susceptibilities at Matsubara
frequencies w, = (2n+ 1) . For dynamic quantities at real frequencies w it would
be necessary to perform an analytic continuation of the Monte Carlo data, which in
view of the statistical uncertainties is difficult to do in a controlled way.

By Wick’s theorem correlation functions like Eq. can again be reduced
to linear combinations of single-particle Green’s functions. The imaginary time
displaced Green’s function is

(ca(Tl)cg(Tz)><p’ lf T1 = T2,

y ) (4.37)
(Cé(TZ)ca(T1)><p’ if Ta > T1s

G¢(71> Tz)a,ﬁ = {_

and to evaluate it for the case 7, > 7, we write

-1 N
Tr[Um c Uy (Uzl "'Ulzﬂ) c, Uy, “'Uezc;gUez e U1:|
Tr[Uy--- U] '

G(p(TI’ TZ)OL,[J’ =
(4.38)

When calculating this we encounter terms of the form U, '¢c,U,, which require the
computation of e*<4¢ ¢ e <A< for a Hermitian matrix A and some value of A. By

differentiating that term we obtain a differential equation in A:

9
a2

i et i et
[eAEAgce A9“‘9] = cTAcetcc e Ae

- a

i ol
e — e*ce cTAce MAc

— AcfAc| v —Ac’Ac
=e’c —[C'Am%,ca]e =0

= (a- [ necerene]) | (4.39)
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and see

ekgmg c, e—;@Ag — [e_M ) g]a. (4.40)

Repeated application to Eq. (4.38)) yields

Trl:Um“'U€2+1 (le -By,,. 'E)anUZZ'“Ul]

G(p(Tl,TZ)a,ﬁ = TI[U Ul]
m
Tr[Um"‘UeZHCYC/TsUfz"'UJ
—(Bel"'szH)a,y Tr[Um"'U1]
= (B, "'B€z+1)a,y (cyc;;)(p(’rz)
=By, -+*By,,, - Gw(fz)]aﬁ, Ty 2Ty,
4.41)

where we have pulled the matrices B, out of the trace in Fock space to finally see
that the imaginary time displaced Green’s function is obtained from the equal time
Green’s function by the application of these matrices B, .

The calculation for 7, > 7, proceeds in an equivalent way. Since c, and c! change
places in Eq. (4.38]), we need the Hermitian conjugate of Eq. (4.40),

XETA c —lg"LA c

e C/j e = [EJ' . eM:Iﬁ 5 (442)

and find
G(p(Tla Tz)a,/} = _(C;CO)@(TI) (Be_l]:{_]. o 'Bg_zl)y’ﬁ
=—[(11—%(71))-B;lil---B;;]a,ﬂ, T,> 7. (443)
With Wick’s theorem we can obtain expressions for imaginary time displaced multi-

point correlation functions that relate them to the single-particle Green’s function.
A useful relation for 7, > 7, is [[83]]

(CZ(T])CQ(TI)CE(TZ)C/J’(TZ))<P =
[1—Gy(T1)]aall—Gu(t2)1pp — Gy(T2 T1)paGy(T1, To)ap. (4.44)
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4.2 Fermion sign problem

In Sec. we have seen how the partition function for a model of fermions
interacting via a bosonic field in Eq. (4.2)) can be brought into the form

1
Bf} . (4.45)

{=m

Z=fD¢p[<p], P[‘P]:e_SB[“”]det[]l+

Aslong as p[ ] is strictly real and positive, p[¢ ]/ Z can be interpreted as a probability
density, directly allowing Monte Carlo sampling as described in Sec. If p[e]
can be negative or even have a nonzero complex phase, we have to resort to a
workaround [[8]]: First, we define expectation values in an ensemble where we
simply ignore the negative signs:

[Dy Iplel1(0),
[Dey Iple]l

and introduce the actual sign as an observable, s[¢] = p[¢]/|p[¢]|. Then we can
recover the regular expectation value of an observable by setting

(O)Pl = (4.46)

o) = 1Deple)0), _ [Deslelblell O), _ (o9
*T peplel | [Deslelllell @

Principally, both the numerator and the denominator can now be sampled in a Monte
Carlo simulation. However, this is only feasible if the average sign (s)/?! is close to
+1 or —1. Otherwise there are large cancellations in the terms that are averaged to
estimate (Os)/P! and (s)/P|. Hence, we need to compute the quotient of two strongly
fluctuating quantities. If (s)P! ~ 0 as an average over 1, its variance is Var/[s] ~ 1,
leading to a large relative uncertainty. Consequently, the quotient of two
such strongly fluctuating quantities will have a very large statistical uncertainty
~[{s)P1172,

Unfortunately, the general expectation for the average sign in a lattice model is to
decay exponentially with the system size L? and inverse temperature 3 = 1/T:

(4.47)

(s)|P| ~ e_AﬁLd’ (4.48)

where A is an intensive quantity corresponding to the difference of the free-energy
densities for the ensembles with unnormalized probability density functions p and
Ip| [9]]. This transforms the favorable polynomial scaling of the computational effort
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Figure 4.1: World line picture of contributions to the fermion determinant in Eq. (4.49).

in QMC methods to an exponentially hard problem — the sign problem. Practically,
this restricts affected QMC studies to very small systems at high temperatures.

The behavior can be understood qualitatively by interpreting the fermion
determinant in p[¢] in the path integral picture [9]:

1
det [1 + l_[BZ} —Tr [e—ff d“"[“VWC] +o(AT?), (4.49)
{=m

The trace corresponds to a sum over all possible world lines of fermions propagating
in the background of a bosonic field configuration ¢. Since we compute a trace,
the sets of initial and final single-fermion states are equal, but fermions can ex-
change position, leading to world lines winding around each other. Each exchange
contributes a negative sign, so the overall contribution of one set of world lines is
positive if the total winding number is even, cf. Figs. [4.1al and [4.1b, At least for
kinetic Hamiltonians that are restricted to local hopping with not too high densities,
at low 3 exchanges will be rather rare leading to a weak sign problem. At larger
p the number of available imaginary time slices grows as in Fig. and we can
expect the formation of world lines to depend only weakly on the initial states.
Then we can expect the number of exchanges Ax per imaginary time interval At
to approach a constant, which will be proportional to the spatial system size,

iz =CLY, x oc eCL! Joaw = eCLdﬁ, (4.50)
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leading to both the frequency of positive and negative determinants to grow expo-
nentially and Eq. for the average sign. More formal arguments have been
made and, most importantly, the exponential decay with 8 has been confirmed
numerically in DQMC studies of the Hubbard model [9]].

4.2.1 Absence of the sign problem

The discussion above illustrates why we generally have to expect a sign problem in
QMC simulations of fermions in formalisms that are ultimately based on a world
line interpretation of quantum mechanics. The negative signs that emanate from
antisymmetry under particle exchange are inherent to the nature of fermionic parti-
cles. A major advantage of the DQMC method is, however, that this nature is already
accounted for to a certain degree when the fermionic determinant is evaluated
exactly for one bosonic field configuration, which is equivalent to a sum over all
possible fermion world lines. In spatial dimension d = 1, where fermion lattices
are isomorphic to quantum spin chains via a Jordan-Wigner transformation, QMC
methods that directly sample the sum over fermion world lines stochastically without
a sign problem are available [[104} [105/], but in d > 2 one generally has to deal with
configurations that carry negative weight. Conversely, with DQMC there are cases
where symmetries guarantee that negative contributions to the weight are
canceled out and, hence, one can prove the absence of any sign problem. In the
following two subsections we discuss two classes of problems that become treatable
with DQMC for this reason.

As we can see, the sign problem is not fully a property of the physical system that
it afflicts, but its appearance depends on the formulation of a specific flavor of QMC.
For instance, a different choice of basis may remove a specific sign problem [106]].
After all, at least the eigenbasis of a Hamiltonian always exists as a sign-problem-free
basis. It has been shown, however, that the identification of a general procedure to
find a sign-problem-free basis for any Hamiltonian is a nondeterministic polynomial
(NP) hard problem [[107]]. Unless — against general expectations — the conjecture
“NP # P”, of which the proof is one of the millennium problems promising a million
dollar reward, turns out to be false, this means that there is no general solution of
the sign problem in polynomially scaling time that would work around Eq.
[108]. Nevertheless, as pointed out in Ref. [I09]], one should keep in mind that the
authors of Ref. [107]] chose a particularly challenging model to show that the generic
removal of the sign problem is NP hard. In essence they demonstrated that the
search for the ground state of a three-dimensional quantum spin glass is not easier
than the case of the corresponding classical Ising spin glass, which is know to be an
NP complete problem [[110]. It remains to be seen whether generic procedures exist
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4.2 Fermion sign problem

to remove the sign problem for more restricted, but physically important, classes
of problems such as translationally invariant fermion lattice models that are not
covered by the special symmetries discussed below.

In the mean time the most promising path seems to be to study “designer Hamilto-
nians”, which are conceived as prototypes for some quantum mechanical many-body
problem that cannot be understood without bias by other means, but are constructed
in a way that avoids the sign problem in QMC simulations.

4.2.2 Determinant factorization

The Hubbard model is among the models that are amenable to sign-problem-free
DQMC simulations in important special cases. It is convenient to define it in the
form

1 1
Hoa ==t 2 el thetuy i 40D (ny =3 ) (n-5) @50
(i,j),s i,s i

with nearest-neighbor sites (i, j), i,j = 1,...,N,, spin indices s =1, |, occupation
numbers n; ; = cj'scl. ,» and the chemical potential u. In this form u = 0 at half filling
(ni3) =(n;,) = 1/2. If the local interaction is repulsive, U > 0, it is beneficial to
decouple the four-fermion term via a Hubbard-Stratonovich decomposition similar
to the one applied in Chap. [2] after Eq. (2.21)), where we now choose the spin-z

channel. To do so we write Eq. (4.51) in the form

Huw =—t Y, chc, +he+pd n + Ui\’s —2U > (s7)’ (4.52)
{i.j)s Ls t

c'Ke

with the usual definition of S¥ as in Eq. (2.16). After the Hubbard-Stratonovich
transformation? we obtain the partition function

B
Zigup = Tre Phne — JDcp e S8 Trexp { —f dt [gTKg —4UZSf - ;(7) ]},
0 i

~ /

gTV[:;(r)]s

(4.53)

21t is helpful to remember the Gaussian integral exp (3aA?) o< exp (—3ax? + axA) for a > 0.
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where ¢;(7) is a real scalar field and the bosonic action is Sy = 2U fo dr ), c,ol(’r)2
Note that, if we index the fermionic operators as in ¢' = (c1 o ch’T, C1,1’ .. N l)

the 2N, x 2N, matrices K and V[¢(7)] are block diagonal and have the form

B | Vit |
K= e Vip(t)]= ‘Vl[ap(’r)]

, (4.54)

where K = K, while V*[p(7)] are diagonal matrices that differ by an overall sign:

VT[(P(T)]U 2U61](101(T) Vl[(P(T)]i,j = 2U6ijcpi(7'-)' (455)

Consequently, after integrating out the fermions as in Eq. (4.8)), the fermion matrix
will have the same block diagonal structure and its determinant factorizes:

1 1 1
det{l—kl_]Be]::det[ﬂ—FI_IBJ]-det[ﬂ—FI_IBj], (4.56)
{=m {=m {=m

v v
detO? detO!

where B, are defined in Eq. (4.9) and Bg and Bj are the corresponding matrices
restricted to one spin sector:

B, = e~ T K ATV PUtAT)] = KT (4.57)

The factorization in Eq. is advantageous if there are relations between the
two determinant factors that force the product to be positive. In the case of the
U > 0 Hubbard model particle-hole symmetry provides such a relation. Defining
a particle-hole transformation with site-dependent sign [[111]]

T _ i ~T i
i is ( 1) Cis> Cis 7 Cis = (_1) Cis> (4.58)
we see that particle occupation numbers transform into hole occupation numbers,

=cle. =¢ & =1-¢¢ =1—n. (4.59)

48
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while hopping terms between the two sublattices of a bipartite lattice are invariant

(see Fig.[4.2a):

i _ ' P __ata
—tec + h.c.=—t(-1)'(—1Y G+ h.c.= —t& 6+ h.c. (4.60)
—_——
—ifori,j Y.
nea(:};;tj _ijscis
neighbors

The interaction in Eq. (4.51)) is always invariant:

1 1 - 1 . 1
(ra=2) (mi=3)=(m=3) (ms=3) oy

while the chemical potential term changes under the transformation, except at half
filling where u = 0:

png = w(1—1y). (4.62)

In summary we have particle-hole symmetry for half filling on a bipartite lattice
with nearest neighbor hopping. In this case we find after the Hubbard-Stratonovich
transformation:

cK'e,=8K'¢E, (4.63a)
i VIIp(D)]e, =—2U¢p(7) - 0y =—2Up(7) - (1—7,) (4.63b)
=20 ) 00 +E Ve (DIE, (4.630)

i.e., VT and V! are exchanged and an extra bosonic term is introduced. Defining
operators U, as in Eq. (4.7) but for only one spin sector, we then find for one of the
determinants in Eq. (4.56)):

1 1
det OT — TrcT l_[ U[;r — TrcT l_[ e—%c;KT cTe—ATc; VT[a,a(ZAT)]cTe—%c}"KT ¢
{=m {=m
! AT At L Tyl x _Ataipla
— Tl’aT l_[ o~ TGk AT Y [ptAT)]E, e 20K CTeATZUZi pi(LAT)

{=m
1
AT Tl Tl AT Tl
- 0, | | atoigle, —ATclvV A —& ik
—e AT2U2@,1 pi(lAT) Tl‘cl o2 < Cie Tc| [p(e T)]Cle 2 ¢ Kie

{=m

= 272U 2 %iltAT) det O (4.64)
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where we have used KT = K* and we have changed the labeling of the operators
under the trace in the third line. Returning to Eq. (4.56)), we find that this forces
the fermion determinant to be non-negative:

1
det []1 + ]_[Be] — 272U 98 [der L] > 0. (4.65)

{=m

The half-filled square-lattice U > 0 Hubbard model has been studied intensively in
sign-problem-free DQMC simulations [[1124114]], where usually a discrete alternative
to the Hubbard-Stratonovich transformation is applied [[115]]. Since the honeycomb
lattice is also bipartite, the Hubbard model can be simulated without a sign problem
due to the same symmetry on this lattice. Recently, it has been studied in very
large scale DQMC simulations to clarify the nature of the transition between its
semimetallic and antiferromagnetic Mott insulating phases, where the possible
existence of an intermediate spin liquid phase was subject of controversy [[116-118]].
A similar particle-hole symmetry also enables sign-problem-free simulations of other
two-dimensional models, such as the half filled Kondo lattice model [[119)] [120],
SU(2N) symmetric generalizations of the Hubbard model [121-123]], or the Kane-
Mele-Hubbard model of interacting topological insulators [[124] [125]].

Note, however, that we cannot directly use a model of the type discussed in this
Section to study the spin-density wave transition in a metal. First, the next-nearest
neighbor hopping terms required to model a cuprate-like dispersion with a Fermi
surface like the one in Fig. break particle-hole symmetry, see Fig. Second,
a half filled model with only nearest neighbor hopping on the square lattice has a
Fermi surface that is perfectly nested by the Néel ordering wave vector Q = (7, )7,
see Fig. which is a very particular special case compared to having just a
discrete set of hot spots.

4.2.3 Generalized time reversal symmetry

To study the Hubbard model with attractive interactions, U < 0, it is more convenient
to apply the Hubbard-Stratonovich transformation in the density channel [113]]. To
do so we first bring the Hamiltonian (4.51) into the following form:

t |UIN;, U
Higup = —t Z ci”scjﬁ +h.c.+ “Z n+ Ts — Z(nm + ni’l—l)z. (4.66)
(i,4),s i,s i

.

cfKc
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Figure 4.2: The square lattice as an example for a bipartite lattice. Indicated is hopping between
nearest (—t) and next-nearest neighbors (—t"). Non-interacting Fermi surface of the half-filled
Hubbard model on the square lattice. There is perfect nesting by the wave vector Q = (7, )T.

Now we perform the Hubbard-Stratonovich transformation for the squared operator
(n;; + n;; —1)* and retrieve the following expression for the partition function:

B
Zygup = Tre PHue = JD¢ e *» Trexp {_f dt [ETKE —|U| Z(”i,T +n,)- SOi(T)]},
0 :

~

CVIp(De

(4.67)

where ,(7) is a real scalar field and S; = ! foﬁd’r > [@i(t)? +2¢;(t)]. The
matrices K and V[¢(7)] again have the block diagonal structure of Eq. (4.54), but
this time both the kinetic and the interaction matrices have equal blocks for both
spin indices:

Kl = Kil,j, VT[‘P(T)]i,j = Vl[‘ﬂ(’f)]i,j =—|U6;;¢:(7). (4.68)

ij —

Hence, the fermion determinant will factorize as in Eq. (4.56)), but with two equal
factors:

1
det [IL + l_[Be} =[det0']" >0, (4.69)
{=m

where detO' is real. As we can see, the attractive Hubbard model never has a
sign problem, while the repulsive Hubbard model needs to be tuned to very specific
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parameters to be free of the sign problem. There is a deeper reason for this difference:
Only in the attractive case the Hubbard-Stratonovich transformed action of the
Hubbard model has time-reversal symmetry [[10]].

The time-reversal operator for a spin-% particle in real space is [126, Chapt. XV18]

. 0 —1
T =—is,C = (1 0 )C, (4.70)

where the matrix flips spin and adds a minus sign for spin down, while C denotes
the complex conjugation of scalars. T is an antiunitary operator® with the property
T? =—1.

The kinetic part ¢'K ¢ of the Hubbard Hamiltonian is symmetric under time reversal
since we have

1_ -1 _ T
TchscjsT [c 1Cit +clc]JT li ]l+( 1)? c 1Cit Zci’scjs
S
4.71)

and all coefficients are real. Likewise the interaction part c'V[¢(7)]c after the
Hubbard-Stratonovich transformation in Eq. is time-reversal symmetric, since
T[ny +n, ]T~" = n; +n;; and the field ¢ is real. On the other hand, in Eq.
we have decoupled the repulsive Hubbard model in the spin-z-density channel and
S? is odd under time reversal:

1 1
TS?T_l = ET I:nl-T — nil] T_l = 5 I:nil — niT:I = _Slz (472)

Had we also used a Hubbard-Stratonovich decomposition in the density channel
for the U > 0 model, an extra imaginary factor of i would have been introduced in
c"V[¢(7)]c, which would also break the symmetry under T.

As Wu and Zhang have realized [[10] the coincidence of time-reversal symmetry
and a positive definite fermion determinant is explained by a more general theorem.

Theorem 4.1. If an antiunitary operator T exists such that
TKT'=K, TV[e]T ' =V[¢], and T? =—-1, (4.73)

then all eigenvalues of the matrix M = 1+]_[;:m B, = ]l+]_[;:m e T K ATVIpUAD] o= 5K

3An antiunitary operator U is an antilinear operator acting on a Hilbert space H, U : H — H,
with (Ux|Uy) = (x|y)* for all |x),|y) € H. Antilinearity signifies that U[a|x)+bl|y)] =
a*Ulx)+ b*U|y) foralla,b € C and all |x),|y) € H.
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4.2 Fermion sign problem

appear in complex conjugate pairs: If A, is an eigenvalue, also A? is an eigenvalue. If
A; is real, it is twofold degenerate. Consequently, the fermion determinant is positive
definite:

detM =] [12>0. (4.74)

Proof. Since K and, for any ¢, V[ ] are symmetric under T, also M is symmetric
under T: TMT™' = M. Assume v to be an eigenvector of M with eigenvalue A,
Myv = Av. Then we have by symmetry under T:

MTy=TMT 'Ty=TAv=A'Tv,
v -t v v

where we have used the antilinearity of T in the last step. Therefore, to every
eigenvector v with eigenvalue A also Tv is an eigenvector with eigenvalue A*.
Moreover, v and Tv are orthogonal vectors, since we have

(v,Ty)=(Tv,T?v) =—(Ty,v)" =—(v,Tv),

where we have used the antiunitarity of T in the first step and its property T? = —1
in the second step. l

A few remarks concerning this proof are in order:

1. The existence of a T-symmetry for the matrix kernels K and V[ ] is equivalent
to the existence of such a symmetry for the operators in second quantization
¢'Kc and c'V[¢]lc.

2. We have assumed the matrix M to be diagonalizable such that the vector space
it operates on has a basis formed by linear independent eigenvectors of M. By
transforming M into the Jordan normal form the theorem can also be proved
on more general grounds [[10]].

3. If the matrix M is Hermitian, this theorem is equivalent to Kramers theorem
[126, Chapt. XV.21]: Since all eigenvalues are real, they are all twofold
degenerate.

The theorem captures models for which no Hubbard-Stratonovich transformation
is known which would lead to fermion determinants that are positive definite by
factorization. We make use of this in Sec. to introduce a sign-problem-free
model to study the spin-density wave transition in a metal. Some other models
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that are sign-problem-free by the theorem include multi-layer and multi-component
Hubbard models with spin dependent interactions [[127, [128]] and an attractive
Hubbard model with spin-orbit coupling [[129].

4.2.4 More sign-problem-free formulations

In recent years encouraging progress in the identification of further models that
admit the formulation of sign-problem-free QMC simulations has been made. Besides
the models that have been found to fall into one of the categories explained in the
previous two subsections, complementary approaches such as the meron cluster
method [[130] and the fermion bag method [[131], [132]] have emerged, which are
based on continuous-time QMC approaches. Another recent development lies in the
application of Hubbard-Stratonovich transformations in Majorana fermion hopping
channels, which allows sign-problem-free DQMC simulations of spinless and, more
generally, SU(N) symmetric fermion models with odd N [133]]. The discovery of
this Majorana decomposition has also enabled a more sophisticated mathematical
understanding of the classification of known sign-problem-free models and the
identification of previously unknown models that fall into these classes [134-136]].

4.3 Sign-problem-free two-flavor model

In Sec. we have motivated the action describing a system of itinerant
electrons coupled to a bosonic spin-density wave (SDW) order parameter. As it
stands this model cannot be simulated without a sign problem in DQMC simulations.
Similarly to the repulsive Hubbard model decomposed in the spin-z channel, the
action is not invariant under time reversal. However, as Berg, Metlitski,
and Sachdev realized [[11]], it is possible to write down a model with two bands
of electrons, describing the same universal physics in the vicinity of an SDW QCBE
that is symmetric under a generalized antiunitary transformation T that fulfills the
conditions of Theorem

If our starting point is a single-band model with a Fermi surface like the one in
Fig. where the universal physics near the QCP are generally believed to be
determined by those regions in proximity to the hot spots linked by Q = (7, )T,
we can equally well study a modified model with the Fermi surface deformed far
away from these hot spots. We are also free to split the Fermi surface at appropriate
distances to the hot spots such that, by introducing an extra “flavor” or “orbital” label
for the fermions, we arrive at the situation with two electronic bands and separate
Fermi surfaces shown in Fig. Here we have distributed the hot spots into two
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(a) one band (b) two bands

Figure 4.3: Non-interacting Fermi surfaces of a one band model [one closed Fermi surface] and
a model with two separate fermion bands [vertical 1), and horizontal 1), Fermi surfaces]. In
both cases the hot spots [orange dots linked by Q = (7, ©)T] are in the same locations and the
electronic dispersion in their vicinities is identical locally.

groups with Q linking hot spots of one group with hot spots of the other group. By
design of the new electronic bands only hot spots of one group are located on the
horizontal Fermi surface and all hot spots of the other group are situated on the
vertical Fermi surface. This separation is the new key property providing the freedom
to write down an action with the desired T-symmetry. Note that, by construction,
both models are essentially identical locally around the hot spots and consequently
the same low-energy theories applies close to the SDW QCP. The two-flavor model
therefore provides an ideal environment to investigate the universal physics that
emerges close to this QCP in sign-problem-free DQMC simulations.

Specifically, this lattice model is composed of two flavors of spin—% fermions labeled
1, and v, that are coupled to a real bosonic vector field ¢ representing the SDW
order parameter. It is obtained from the general action by distributing the
coupling action Sg over the two flavors. Explicitly, the action is S = Sg + Sgg + S =

B .
fo dt (Lg + Lgg + Lg) with

LF - Z l/)als tu‘)5l] alj]wajs 5 (4.75a)
al:"xfy
Lis=2 Y 5[5 3] ], +he., (4.75b)

i,s,s"

R C At

(i.j)
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This action is defined on a square lattice with sites labeled by i, j, where (i, j) are
nearest neighbors. The two fermion flavors are indexed by a = x, y, whiles,s’ =1, |
index the spin polarizations and s are the Pauli matrices. As always imaginary time
is denoted by T and 8 = 1/T is the inverse temperature. Generically, we impose
periodic boundary conditions on the spatial lattice.

The Fermi surfaces shown in Fig. are realized by setting “quasi one-dimen-
sional” dispersions, where the 1), and 1), fermions have stronger dispersion in
momentum direction k, and k,, respectively. They are implemented by setting
different hopping amplitudes along the horizontal and vertical real space lattice
directions. For the 1), fermions those are givenby t, , = 1and t, , = 0.5, respectively,
and for the v, fermions by ¢, , = 0.5 and ¢, , = 1. Translated to momentum space
this gives e, = —2t,, cosk, —2t, , cosk, — u. Here the chemical potential is set
to u = —0.5. In these units the Fermi energy, measured from the minimum of the
lowest band to zero energy, is Er = 2.5. The model is then fully C,-symmetric with
a 1 /2 rotation mapping the v, band to the 1), band and vice versa.

We use the parameter r to tune the system through its quantum critical point,
while we will generally set the coefficient of quartic term, which effectively limits
the strength of the SDW order parameter fluctuations, to u = 1. We will explore
different values of the “Yukawa” coupling A between fermions and order parameter
field and of the bare bosonic velocity c.

4.3.1 Mean field

In Sec. we have briefly discussed the mean-field solution of a single-band
fermion model coupled to an SDW order parameter. We can subject the action (4.75)
to an equivalent treatment. Assuming without loss of generality the mean-field
expectation value of the order parameter to be aligned with the z—axis, ($q)mr = P0€35
the mean-field Hamiltonian is

Hyr = kZ: Ekawjxksl/)aks + Ao Zk: [¢},R+Q,T¢y,k,T - w;,k-q-Q,l,(?by’k’l + h.c.] .
(4.76)
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Figure 4.4: Mean-field Fermi surfaces for the dispersion ey , of Eq. (4.78). For the ¢y =0 case
the non-interacting v, Fermi surface of Fig. is plotted with dashed lines. The hot spots
(orange dots) are now at the intersections of the e, Fermi surfaces. Finite SDW order ¢, > 0.
The dashed lines repeat the ¢, = 0 Fermi surfaces for reference.

; T (o) i t i ; i
In terms of the spinors ¥, = (d)x’k o zpy’k’ oW eriol wy,k,T) we can write the Hamil-

tonian in the form Hyp = ZI{ \I/l’;hk\llk with the matrix

Ex k+Q 0 0 Apg
0 € —A 0
hy = vk AP0 , 4.77)
0 —Apo Exxiq O
Ap, 0 0 Eyk

which has twofold degenerate eigenvalues

1 2
€x+ — E |:8x,k+Q T &k + \/(8x,k+Q - gy,k) +4A2 Lng : (4.78)

This hybridized dispersion gives rise to the Fermi surfaces shown in Fig. Note
that the non-interacting v, band has effectively been shifted by the wavevector Q
due to the presence of the coupling term in A, such that in Fig. [4.4a|the hot spots
are now at the intersections of the e, Fermi surfaces. In the presence of finite SDW
order ¢, > 0 these Fermi surfaces are reconstructed with gaps opening around the
hot spots, see Fig. This is similar to the behavior of the mean-field solution of
the single-band model in Fig. 2.4
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4.3.2 Single-fermion matrix structure and antiunitary symmetry

As detailed in Sec. after discretizing imaginary time the partition function
Z= fD(l/), Y, @) e~ for model (4.75)) takes the form

1
Z = JD()B e_SB Trw |:l_[ U[i| + O(ATZ) (479)

{=m
with operators

U, = e~ 7 V'Kt gmdy VIGUAD Y o= Sy K Y (4.80)

Here 1 and 1" are vectors of fermionic operators with the indexing taken in the
following order, which turns out to be convenient for the formalism:
t— (afyt Y= (afy" T T t T T T T
w - ( aia) - ( X172 2 W xN;T>» T yll>* "> yNsl”l'l)xll’ CUt PN T y1ro e ’wyNsT)'
(4.81)

The matrix kernels K and V, = V[§({A7)] are given by
Kijaass = 585’5aa’(_ta,s,ij - :u‘5ij); (4.82a)

- 0 1
Ve;ij,aa’,ss’ = A'|:O-1:|0L0L’5ij[3 : (Pi(g)]ss’ E] 0, = |:1 0] s (482b)

where the Pauli matrix o, acts on the flavor index and the Pauli matrices § act on
the spin index.

It is precisely the appearance of this o, that allows us to define an antiunitary
operator T with the property 72 = —1 which commutes with the action (#.75)
guaranteeing the integrand in Eq. to be positive definite by Theorem 4.1
Such an operator is given by

A ) 0 —1 1 O
T =—is,045C = [1 0 ](s) [0 _1](a) C (4.83)

with —is, acting on the spin index, o5 acting on the flavor index, and C the complex
conjugation. To check this symmetry it is helpful to assign numeric values to the
indices: T£1, | £—1,x £1, y £—1. Then we find that )" K is invariant under
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T because we have
E : _§ : 2 E :
T 1/)otls a]s ((ZS) OLl—S a,j,—s 1potls a,j,s”

We also find that )" V[ @] is invariant:

Tl Z eiQri Z[O-l]aa’ [§ @i]ss’wl,i,swa’,i,s’j\"_l

_ —iQr; 5 —
=A E E [01]aw[5 " @1 add'ss ‘paz—s‘/)a/,i,—s/ =...,

SS

where we calculate

° [al]aa’aa/ = 5a,—a’aa/ = _5a,a’ = _[Ol]aa’ )
* [51 ]:(S/SSI = [51 ]ss’ss/ = _[51 ]ss’ 5
o [s,]58" =6, _o(—is)'ss’=—06,_y(is) =[s,]sss" , and

° [SB]SS/SS = [53155/55/ = 55,3’555/ = [33]5,5’ >

and conclude

—AZ 1O D [l psa 4 9] Vs W

(1(1
SS

_ AZ iQr; Z( 1) al]aa’[ ¥; 31 + 2 52+(10 33]_ s Z,i,swa’,i,s’

aa
SS

= AZ e Z(_l)[al]aa’ [_(Pi151 - ‘Pizsz - 80?53]5,5/ w;i,slpa/,m/

- A‘Z lQr Z[al]aa’ 3 _>l als,l/)a/’i’s/ *

ss’

4.3.3 Fermion determinant and O(N) symmetric variations

(4.84)

(4.85)

(4.86)

Further following Sec. [4.1], we integrate out the fermions in Eq. (4.79) and obtain

Z= JD(,B e 55l%] det G;l +0(A7T?)

(4.87)
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with the equal-time Green’s function, evaluated for a configuration @,
1 -1
G, = {]1 + HB@] , where B, = e~ 7Kg ATVIBUAD) =K (4.88)
{=m

After partitioning the matrix exponential factors in B, into N; x N,—-sized blocks, they
read

c s X
¢ C X

ATV o (4.89b)
X s C

For now we have K)I =K i and K; =K }l, , but in Chap. We will appreciate some

additional freedom in the definition of these matrices. The submatrices of e=2™"
are diagonal and have the following entries:

Cij =0 Ch(ATM@j(E)D, (4.90a)
S =8 [192(0) = ¢1(0)] sh (ATAIE,(0O)/13,0)] (4.90b)
Xi; =06, (0) sh(ATAlI;(01)/18,(01. (4.90c)

Generically, the order parameter ¢ is of O(3) symmetry with three distinct vector
components. It can, however, also be interesting to partially break its rotational
symmetry.

In two spatial dimensions the Mermin-Wagner theorem [[17] excludes the sponta-
neous breaking of continuous symmetries at finite temperature. Consequently, the
O(3) model does not have have an SDW ordered phase at T > 0. Only a crossover
to an SDW ordered ground state can be tracked there. The reduced order param-
eter symmetry of an O(2) model, applicable for a physical system with easy-plane
magnetism, is still continuous, but there a finite-temperature phase transition of
Berezinskii-Kosterlitz-Thouless (BKT) character [[137H139]] is a possibility. The low-
temperature phase in such a model is entirely critical, and while it cannot show
true long-range order, its distinct correlations can be identified as quasi-long-range
order. Finally, an O(1) model, corresponding to easy-axis magnetism, can have finite-
temperature transitions belonging to the Ising universality class with a conventional
long-range ordered SDW phase at low temperatures.
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4.3 Sign-problem-free two-flavor model

On a more technical level, lowering the rotational symmetry of ¢ introduces a
new symmetry to the fermion action. To obtain an O(2) model we fix ¢° to zero.
This sets X in Eq. (4.89) to zero and we find

c S _
v ST C _[v©
c s
S C

where V(¢) is a complex 2N, x 2N, matrix and consequently the Green’s function is
block diagonal. At this point we consider the matrix K to be real. If one sustains
this or otherwise upholds the condition KOT( =K i’*,‘* the Green’s function decomposes
into two blocks related by complex conjugation:

G, = [G“" é*] : (4.92)
@

Hence, we can write the partition function as

. 2
Z= JD@’ e 5sl?] +0(A7?). (4.93)

detG!
¥

Remarkably, the O(2) model can be seen to be sign-problem-free by determinant
factorization without having to refer to Theorem An important benefit of the
decomposition is that with éw all single-fermion matrices involved in the
DQMC algorithm are of size 2N, x 2N instead of 4N, x 4N, in the O(3) model. As
we will see in Chap. |5, this reduces the computational cost of the most expensive
operations by a factor of 8. Most results presented in this thesis have been obtained
for the O(2) model.

We can implement an O(1) model by additionally fixing ¢* = 0. Then the matrix
in Eq. is real and if K remains real, the Green’s function matrix consists of
two equal real blocks

G, = [Gv Q] , (4.94)

with the partition function as in Eq. (4.8)). In simulations of such an O(1) model the
numerical linear algebra can be entirely based on real numbers, which provides an

4Otherwise the antiunitary symmetry T would be broken.
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4 Quantum Monte Carlo approach
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Figure 4.5: Fermi surface sketch fitting the pnictides. Hot spots on the central hole pocket (orange)
are linked with hot spots on an electron pocket (blue) by the wavevector Q = (0, )T.

additional speedup compared to the complex numbers otherwise necessary.

Interestingly, a model that is almost equivalent to the O(1) model, albeit with a
simpler bosonic action that does not include dynamics or a quartic term and with a
different form of the electronic dispersion, was already studied in 2003 by Assaad
et. al [[140].

4.3.4 Other types of Fermi surfaces

As we have seen at the beginning of this Section, the two-band model is
appropriate to understand the universal physics of a Q = (7, )T ordering SDW
QCP on a single “large” Fermi surface, which is similar to the cuprates. The careful
justification of moving to a two-band structure would not have been necessary in the
case of other physically interesting systems such as the iron-based superconductors.
Schematically, the Fermi surfaces of the pnictides have the structure shown in
Fig. [3, [141]]. Models for these materials directly feature multiple orbitals.
Already in the absence of SDW order there are electron and hole pockets. The QCP
associated to stripe-like SDW order with a vertical ordering wavevector Q = (0, )7,
linking hot spots distributed over the separate bands, is described by the action (4.87)
with appropriately set fermionic dispersion relations. It can be simulated in sign-
problem-free DQMC simulations.

62



5 Numerical methodology

In this Chapter we discuss several important technical aspects of challenges faced in
the implementation of DQMC simulations of the SDW model introduced in Sec.
We begin with the topic of numerical stabilization in Sec. where a technique
is introduced that is essential for obtaining correct results at all but the highest
temperatures. Various Monte Carlo updating schemes are discussed in Sec. |5.2
These are important to correctly reach equilibrium and to collect as many statis-
tically independent samples as possible in relatively short simulations. This is of
particular significance in light of the high computational cost of the determinantal
method. Notable areas where this cost can be lowered are pointed out in Sec.
In numerical simulations of itinerant electron systems finite-size effects can be very
strong. Approaches to reduce their impact are the topic of Sec. Finally, various
aspects related to processing of data measured in DQMC simulations are given in

Sec.[5.5l

5.1 Numerical stabilization

The central object of all DQMC simulations is the equal-time Green’s function matrix
at an imaginary-time slice T = { At computed for a configuration of the bosonic
field ¢

Gy(t =LAT)=(1+BBy_1-+-B,B,B, 1By 1) . (5.1)

The determinant of its inverse gives the fermionic part of the statistical weight
associated to the configuration ¢ and ratios of such determinants for different
configurations provide transition probabilities for all Monte Carlo updates. Moreover,
all fermionic observables are computed from G;. Hence, in DQMC simulations it is
essential to compute G correctly. At low temperatures (large values m = 3/AT)
the product of a long chain of matrices B, is formed and added to the identity
matrix in Eq. (5.1). This must be done in a numerically controlled way to avoid that
rounding errors, which are caused by the finite machine precision of floating point
numbers, accumulate destructively such that after the matrix inversion all physical
information would be lost. This is not a trivial feat since the matrix to be inverted is
ill-conditioned.

To quantify this observation it is helpful to introduce the condition number
k(A) = ||A]| - |A7Y]| for a matrix A, where ||| is a matrix norm. If we choose an

63



5 Numerical methodology

entrywise Euclidean norm, the condition number is given by x(A) = 0. (A)/ 0 in(A),
the ratio of the maximal and minimal singular values of A [[142] Sect. 2.6.2].1 If
A is ill-conditioned, k(A) is large, which signifies that the matrix is close to being
singular (where k¥ = 00). An order of magnitude estimate for k = 10 is that after
numerical inversion approximately D digits of floating point precision are lost [[143]
Chapt. 11]. To see how this can be problematic for the DQMC algorithm we can
consider the fermionic matrix for a comparably mild problem: a non-interacting
tight-binding model on a square lattice at zero chemical potential [[82, Chapt. 7].
For H = c'Kc = —t Z<i’j> cjcj the eigenvalues of K are ¢, = —2t(cosk, + cosk,),
—4t < g, < 4t, and the fermion matrix is just

G l=1+¢FK, (5.2)

Since this matrix is positive definite, its singular values are equal to the eigenvalues
and we find a condition number of k = e**. For a temperature of T =1/ =t /10
we already have x ~ 10'7 and the expected loss of precision after naive inversion
just exceeds the accuracy of standard “double precision” floating point arithmetic.
In this case T is small compared to electronic bandwidth of 8¢, highlighting that this
is mainly an issue at low temperatures. This problem is amplified strongly when
H contains interaction terms that do not commute with the kinetic part and after
Suzuki-Trotter decomposition we have to consider the chain of matrix products of
Eq. (5.1I). If too many ill-conditioned matrices are multiplied naively, a fatal loss of
precision sets in already before the addition to 1 and the inversion.

The issue of ill-conditioned matrices is particularly relevant for simulations of fer-
mionic systems. At low temperatures the Boltzmann distribution e #**=#N) amplifies
the weight of the lowest energy states far below the chemical potential u. Due to the
Pauli principle, however, these states cannot be occupied macroscopically. Rather,
available states are filled up by single fermions up to the Fermi level. Hence, at low
temperatures, important contributions to the dynamics only include comparatively
high-energy states close to the Fermi energy, which are exponentially suppressed by
their Boltzmann factors. If insufficient care is taken in the evaluation of Eq. (5.1)),
numerical scales corresponding to these low and high-energy states are mixed and,
due to finite machine precision, information about high-energy states associated to
small Boltzmann factors is lost. Effectively, this destroys the fermionic character of
the system under study.

1A matrix A can be factorized in a singular value decomposition A = UXV, where U and V are
unitary matrices and X is a diagonal matrix with non-negative real entries. The entries o; of X are
the singular values. ¥ is unique under the convention that the o; are enumerated in descending
order.
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5.1 Numerical stabilization

5.1.1 Matrix decomposition for the equal-time Green’s function

An effective strategy to avoid these numerical stability problems is based on matrix
decomposition techniques [87, (114, [144]]. Perfect numerical stability cannot be
achieved in finite-precision computations, but we can assure an operational stability
allowing us to calculate matrix elements of the Green’s function to a desired precision
that is higher than the final statistical uncertainty of our Monte Carlo estimates.

We assume that we can evaluate the product of a number of s < m matrices B, in a
sufficiently stable manner. Practically, for an imaginary-time discretization At = 0.1,
hopping constants t ~ 1, and moderate coupling constants, a choice of s = 10 is
viable. Having computed such a product, we can bring it into a suitably factorized
form:

Ber1)s** * Biss1 = UDV. (5.3)

Here U and V are well-conditioned matrices of approximately unit scale and D is
a diagonal matrix whose entries hold all numerical scales contained in the matrix
Bks1)s '+ Brss1- If U and V are unitary, for instance, their condition number is
k(U) = k(V) = 1. The factorization allows to avoid the mixing of numerical scales
of different magnitude in matrix products. We arrange matrix products in such a
way that the different scales of D are never multiplied with each other. We do not
need to exercise much care in multiplying the well-conditioned matrices U and V,
since that will not lead to the loss of numerical precision.
Schematically the decomposition has the following character:

X X X X X X X X X
X X X X X X X X X
UDV = ,
X X X X X X X X X
X X X X X X X X X
A ~ G s
—~ ~~ ~
unit scales diagonal unit scales

where the various sizes of the letter x represent different numerical scales. If we
explicitly carried out the numeric multiplication of the right-hand side matrices, we
would obtain a matrix of the form

X X XX

G

S

<<

I
il
ottt
ottt

X
X
X
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5 Numerical methodology

with the largest numerical scale dominating, while information at smaller scales is
“washed out”. This is the situation to be avoided.

Notably, the decomposition must itself be performed in a numerically stable
way. The literature on numerical analysis holds a variety of appropriate decomposi-
tion techniques [[145]. A good, stable choice is the singular value decomposition
(SVD) as implemented in the Lapack routines xgesvd [[146]. It has been used for all
results presented in this thesis. With the SVD, U and V are unitary and D holds the
singular values of the multiplied pack of matrices B(;); - By,41. Alternatively, one
could base the procedure of factorization on the modified Gram-Schmidt method
of orthogonalization, which may be faster at the cost of some numerical stabil-
ity [[82, Chapt. 7]. QR decompositions with column pivoting may also help improve
performance at little cost of stability [147].

To compute the product of more than s matrices B, we start by forming groups of
up to s matrices each and factorize the rightmost group into UDV. To successively
obtain longer products in UDV decomposed form we proceed iteratively as explained
in the following :

Bty Baernyse1  Bierns -+ Brsi1r = Beways - Biervyser U DkVe = ... (5.4)
gro;pr k+1 group7<r—> SVD

Now it is important to carry out the next matrix multiplications in the order indicated
by the parentheses. We compute a partial product and factorize it into UDV form:

= I:(B(k+2)s By Uk) 'Dk] Vi, =UDV'- V. (5.5)

~

~~

— SVD

Here, multiplying the well-conditioned unit-scale matrix U, from the right is not
problematic. The following multiplication of D, from the right does not mix any
scales of D, because each singular value in D, rescale a separate column in the
matrix to its left, schematically:

X

X
= (Bgesays ** Brrsnysr - Ui) - =

x X X

X

(B(k+2)s “ Blrr1ys1 Uk) - Dy
X X
X X X
X X

X

ST T B

X

In Eq. (5.5) it is important to first factorize this result before multiplying it with
another matrix such that the different scales remain separated. We can now read off
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5.1 Numerical stabilization

the properly factorized form of the entire product in Eq. (5.4):

Berays** Biisnys+1 " Buernys -+ Brsa1 = U'D'V' - Vi = Uy 1k D1 i Viwr o (5.6)
where we identify

Uik = U, Djsrx =D/, and Veerx = V'V (5.7)

By repeating this procedure we can reliably compute product strings of matrices B,
of arbitrary length.

Having obtained a stably factorized representation of the entire chain B,,...B; =
U,D,V,, we can calculate the equal-time Green’s function G5(7 = § = mAT1) =G,
of Eq. without requiring the numerical inversion of anything but a diagonal
matrix:

Gm = (]1 +Bm o 'Bl)_l = (]1 + Unl)nvn)_1

=(uv.[uvi+D,]v,) = (UHUXDXVXVH)_l

— SVD

= (vivi)p'(UlUf) = (V,V,)' D (U,U,)".

(5.8)

In the second line we take the SVD of the sum of a matrix of unit scale and D,, which
does not mix the scales in D, in a multiplicative way. In the third line we invert
all factors individually, where we assume that the matrices U and V are unitary.
The inversion of each scalar in D, is safe over a very wide dynamic range and does
not entail the loss of accuracy we would experience when inverting a non-diagonal
matrix that holds the same scales. The smallest scales in G,, are lost in the final step
in Eq. (5.8), but this is not of significance for the computation of matrix elements of
the Green’s function.

To obtain the equal-time Green’s function G, = G3({ A7) at arbitrary imaginary-
time slices £ < m, we could repeat this procedure for differently ordered matrix
sequences like B,B,_; -+ B;B,,B,,_; - - - B;41- This can become rather costly. It pays to
store previously evaluated partial product chains in UDV factorized form to reduce
the number of SVDs to be performed, which are the most expensive part of the
algorithm. Additional memory requirements are less significant. To compute G, in
this way we make use of two partial products in UDV form,

Bg °* 'Bl ES URDRVR and Bm M B€+1 == ULDLVL' (5-9)
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5 Numerical methodology

Then we find
Gy =(1+B;-- BB, - 'Bé+1)_1 =(1+ URDRVRULDLVL)_l

. -1 B
= (UR [U;VLT + DR(VRUL)DL] VL) = (URUxDxVxVL) !
—SVD

= (V) vOD ' (UIU) = (v, V) DM (URU,)'.

(5.10)

In this computation it is important to hold the diagonal matrices D and D, on the
outer sides of the matrix product. Schematically the numerical scales in the term
from which the SVD is computed are distributed like this:

ULV, + Dr(VRU,)D;,
x x x x] [X
X

X

Mo oM X
Mo
Mo X
Mo M
»
o T T
LT T
Lo T T
oI T I

X

i 1 [XX XX Xx X.

N XX XX Xx X
X X x x

: X X x .

I
MoK M M
Mok M M
MoK M M
Mok M M

Evidently, some mixing of scales occurs, but the cut-off of the smallest scales occurs
only at the final addition. Since this step is only performed a single time for each
evaluation of G,, numerical rounding errors remain well controlled.

5.1.2 Efficient and stable DQMC sweep

In DQMC simulations changes to the bosonic field ¢ must be attempted continu-
ously and, if they are accepted, the corresponding Green’s function Gz needs to
be recomputed. The fundamental move is a local update, where changes to the
field @;(7) are proposed at a single lattice site i in one imaginary-time slice 7. A
sequence of such update attempts that encompasses the entire spacetime lattice is
called a sweep. In Sec. [5.2| we will see that a local update at imaginary time 7 can
be implemented efficiently, provided the equal-time Green’s function matrix G(7) is
available for the same 7. This Subsection details how such a sweep can be realized
in an efficient and numerically stable way, essentially following the setup outlined
by Assaad and Evertz [83]].
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Figure 5.1: Imaginary-time intervals used in the sweep.
Knowing the Green’s function G, at T = { A1, we can compute it at the neighboring
imaginary-time slices by “wrapping up”,
-1
G = [1+ Byyy-"B1Bp - 'Bl+2]

-1
[B€+1(Bz+1Be+1 +By---ByBy - 'Be+1)Be_+11]
1

=B,,, G, BL, (5.11)

or “wrapping down”,
G1 =[1+By; BB, ---B]"
-1 -1 -1
= [Be (B,B;'+B;-BiB, - 'Be+1)Be]
1
_ -1
=B, -G,-B,. (5.12)

This is the fastest way to propagate the Green’s function to a different imaginary time.
If the checkerboard break up, that will be introduced in Sec.|5.3.1} is used, the B-
matrices and their inverses are sparse and a wrapping step has a computational cost
O(st). However, as discussed at the beginning of this Section, the B-matrices are
ill-conditioned and the wrapping procedure is numerically unstable. After moving s
steps in imaginary time, where s is small enough such that a product of s matrices
B, can be computed accurately without having to rely on factorization, the Green’s
function needs to be recomputed from scratch under application of the techniques
of Sec. This is more costly, since the SVDs and the products of dense matrices
U and V are O(NS3) operations.

We subdivide the inverse temperature § = m - A7 into n imaginary-time intervals
of length s - At as illustrated in Fig. 2 At those imaginary times labeled by

2If n is not a divisor of m, the last segment is shorter than s.
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5 Numerical methodology

k=1,...,n in the figure a fresh Green’s function is computed from scratch, while
wrapping can be used at intermediate time slices.

To reduce the computational cost of computing the Green’s function we maintain a
storage of partial chains of B-matrices in UDV factorized form. After a Monte Carlo
update that is local in imaginary time the B-matrices at other imaginary times remain
valid for the new configuration ¢. Here we require some memory to store matrices
labeled Uy, Dy, V, for 0 < k < n. We call the step of moving from a storage time
slice k to k + 1 or k — 1, where the Green’s function is to be recomputed, advancing
up or down.

The precondition for advancing up from k to k + 1 is that our UDV storage holds
firstly Uyy1Dg41Vir1 = By Bi1)s—1 and secondly Uy D, V) = By, -+ B;, where in
both cases the B-matrices are currently valid. From the field ¢ at the intermedi-
ate time slices we compute the current By - ** By, 1. Multiplied to the left of
U Dy V; via Egs. (5.4)-(5.5), this yields B,)--- B, in UDV form. Together with
Uys1Dis1Vies1 we compute the fresh Green’s function at T = (k+1)sA7 via Eq. (5.10).
In the special case of advancing up to T = 8 = mA~, k+ 1 =n, we apply Eq.
with the stable product of U, D,V and B,, - B(,_1),;; computed from the current
configuration of @, while we do not need Uy Dy,1V;,;. At any k we put the SVD of
B(k+1)s -+ By into our storage as Uy Dy Vy4; to prepare for the next advancing step.

The precondition for advancing down from k to k — 1 is that our UDV storage
contains firstly U,D,V, = B, ---Bys; and secondly Uy_1Dy_1Vi_; = Bg_1y - By.
From the field ¢ at the intermediate time slices we compute the current By, - -
B—1)s11 (or By, -+ - B(n_1ys41)- Multiplied to the right of U, D, V; via Egs. (5.4)-(5.5),
this yields B, - - - - B4_1)s+1 in UDV form. Together with U,_;D,_;V,_; we compute
the fresh Green’s function at T = (k — 1)sA~t via Eq. (5.10). In the special case of
advancing down to T = 0, which is equivalent to T = 3, we apply Eq. with the
stable product of U, D,V, and B, - -- B; computed from the current configuration of
@, while we do not need U;_;D;_,V;_,. At any k we put the SVD of B, - - - B(3_1ys41
into our storage as U,_;D;_,V;_; to prepare for the next advancing step.

As explained above the advancing operations serve to refresh the Green’s function
to avoid over-accumulation of rounding errors from wrapping operations. In the
following detailed prescription of the DQMC sweep we perform one extra step of
wrapping before advancing. This signifies that there are two evaluations of the same
Green’s function matrix available. Here one should use the opportunity to check
that the numerical difference between the version obtained by wrapping and the
freshly computed one are sufficiently small. Otherwise the parameter s may need to
be adjusted.
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5.1 Numerical stabilization

Initialization:
We start with some, e.g. random, initialization of the field configuration @.
We compute B;---B; and store the SVD of the product in U;,D;,V;. Then
we continue iteratively: Given the SVD of By, ---B; = U,D,V, we compute
the SVD of By - - - By and store the result in Uy, Dy,1, Vi1 as detailed in
Egs. (5.4)—-(5.5). After this initialization we have set up the UDV storage to
contain

UkaVk = Bks . ‘Bl, fOl‘ ]. S k S n. (513)

We then compute the Green’s function at T = 3: G,, = (1+ U,D,V,)™! using
Eq. (5.8) and continue with the first sweep down.

Sweepdown fromt=ftot=AT ({ =mtol =1):
The precondition is to have computed the current Green’s function at £ = m
and that our storage contains U, DV, = By, ---B; for 1 <k < n.

In the case that we incorporate a global update, see Sec.|5.2.2] we attempt it
Now.

Going from £ = m down to £ = (n—1) - s, for each T = { AT we attempt local
updates at that time slice, update the Green’s function G, accordingly and
potentially take observable measurements, then wrap down using Eq.
to obtain G,_;.

For the remaining time slices we go from k = n— 1 down to k = 1. First
we advance down from k + 1 to k to fully refresh the Green’s function at
7 = ksA7. Then we go from £ = ks down to £ = (k — 1)s, where we propose
changes of the field at T = kA, update the Green’s function G,, potentially
take measurements and wrap down to obtain G,_;.

Finally, we refresh the Green’s function at T = 0 by advancing it down from
k=1tok=0.

At this point we may do a replica exchange move, see Sec.|5.2.3

In the course of this sweep down we have fully updated all auxiliary fields at
all time slices f > 7 > A1. Our UDV storage now contains

UkaVk == Bm . 'Bks, fOI' O S k S n. (5.14)

We continue with a sweep up.
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Sweepup fromt=Attor=0 ({ =1to{ =m):
The precondition is to have computed the current Green’s function at { =0
and that our storage contains U;D,V,, = B,, -+ By, for 0 < k < n.

We set the UDV storage for k = 0 to unity: Uy,DyV, = 1.

Then we go from k = 0 up to k = n— 2. For each k we go from { = ks+ 1 up
to (k + 1)s. We wrap up the Green’s function at { — 1 to compute G, using
Eq. (5.11)), update the auxiliary fields and accordingly the Green’s function
at T = (A7 and potentially take measurements. After s steps of wrapping up,
we advance the Green’s function up from k to k + 1 to refresh G, ;.

The highest time slices need to be handled separately to cover the possibility
that s is not a divisor of m. Therefore we go from ¢ = (n—1)s up to { = m:
For each time slice we wrap up the Green’s function from £ — 1 to ¢, where we
update the auxiliary fields ¢(t = £A7) and accordingly the Green’s function
G, and potentially take measurements.

Finally, we refresh the Green’s function at the highest time slice T = 3 by
advancing up from n—1.

At this point we may do a replica exchange move, see Sec.|5.2.3

In the course of this sweep up we have fully updated all auxiliary fields at all
time slices At < 7 < 3. Our UDV storage now contains

UkaVk = Bks . .B].J for 1 S k S n. (515)
We continue with the next sweep down.

Thanks to the alternation of sweeps upwards and downwards in imaginary time we
can optimally use the UDV storage to avoid unnecessary recalculations of factorized
B-matrix product strings. The total computational effort of one DQMC sweep is of
order O(BN?).

Note that, while the sweep in this Section has been described in terms of the full
Green’s function matrix G and full-sized matrices By, in the implementation of the
0O(1) and O(2) models introduced in Sec. 4.3.3] all these operations will be carried
out on the reduced size Green’s function ¢ and the corresponding matrices B, .

5.2 Monte Carlo updating schemes

In this Section we discuss the actual stochastic dynamics of the DQMC simulations.
The basic mechanism is the Metropolis algorithm in the form given at the end of
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Sec. Most importantly, we use it for efficient local updates, as detailed below
in Sec. but also the global updates of Sec. which are important for
proper thermalization, are based on the Metropolis transition probability. Finally, the
replica exchange mechanism introduced in Sec. takes advantage of extending
the standard grand-canonical ensemble. The dynamics in this extended ensemble is
again controlled by the Metropolis algorithm. The careful combination of the various
techniques described below is essential to ensure that the DQMC simulations properly
converge and that statistical autocorrelation times are not too long, especially in the
light of critical slowing down near a magnetic phase transition.

5.2.1 Local updates

The acceptance probability for an update of the bosonic field configuration ¢ — ¢’

is, see Eq. (4.20),
A($ - @) =min{ 1,e"SIFISD detG, [det G }. (5.16)

Here we consider a local update restricted to a lattice site i in a imaginary-time slice
(AT: §;(£) = @;(£). The change of the bosonic action from Eq. (4.75)is given by

L 3’ ) 3 = -/ -
N [{901‘(6)2 - ‘Pi(e)z} —{g,L+1D)+p.(L—1)} {Lpi([)_ (Pi(g)}]
+% 4{¢{(£)2_¢i(€)2}_2{¢;(£)—¢i(5)}.;:i@j(f)]
+ar| {0 - 307 + 2 {F1O - 60, (5.17)

where the derivative in imaginary time has been explicitly discretized and the sum in
the third line runs over the nearest neighbor sites j of i. To evaluate the determinant
ratio in Eq. (5.16)), from now denoted by R, we assume that we explicitly know the
equal-time Green’s function evaluated at the £th time slice for the configuration ¢.
Then we have

detG; _ detG, det[1+B/By_;--BiB,B, 1 B]
detG), ~ detG,  det[1+B;By_---BByBy 1 Byi]
=det[(L+BBy_y+-ByBy-B11)- G|, (5.19)

R=

(5.18)
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because all B-matrices apart from the one for the £th time slice remain unchanged
under the update. Since we have G,' —1 =B, ---B,B,, - By,;, we can write

R=det[(1+B,B;*(G,'—1))-G,]
= det[G, + BB, (1—G,)]
=det[ (BB, —1)(1—G,) + 1]
=det[1+ A(1—G,)] (5.20)

with the matrix A = BéBZl — 1 encoding the change of the Green’s function. We can
write it in the form

/
A= B/B—l —1= e—ATK/Z —ATY, eATVgeATK/Z -1

= e A VieAVi _ 1 + 0(AT). (5.21)

Here it is legitimate to accept the error of O(A7?), which is of the same order as the
overall Suzuki-Trotter error. In the actual implementation of the DQMC simulation,
where the checkerboard approximation of Sec. |5 is applied, this error vanishes in
Eq. (5.21)) because B-matrices of the effective form Bt = g ATV . gmATKb/2 . gmATK
e27%/2 are used, where a and b are two different groups of lattice bonds, and the
full form of G is only recovered before measuring observables.

If the proposed local change of ¢ is accepted in the simulation, the Green’s function
matrix needs to be updated accordingly. In analogy to Eq. we can express
the updated G, in terms of the original G, and the matrix A:

-1

[1 +B,By_;+*BiB,, - 'Be+1:|
[1 +B’B;1(G;1 -0

[((BB = 1)(1—G)+1)G' ]

G, [IL+A(11 GO (5.22)

Egs. (5.20) and (5.22) are very convenient for numerical evaluation because the
matrix 1 + A(1 — G,) has a very sparse structure.

For the O(3) SDW model A = e 2™ e2""t — 1 is a 4N, x 4N, matrix that has only
a constant number of 16 non-zero entries, which correspond to the updated lattice
site i. Letting A’ denote the 4 x 4-matrix containing those elements, an explicit
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formula for the entries of A is

3 3
Ar,s = Z Z A;@lér,kN-b-i(Ss,lNH' (523)

k=0 1=0

It is often convenient to write the relationships between matrices and submatrices
in compact slice notation, where an index range [a : b : ¢] stands for the indices
a,a+c,a+2c,...<b. If a or b are left out, a is assumed to be the first possible
index and b is assumed to be the maximal extend, respectively. If ¢ is omitted the
index step size is set to ¢ = 1. In this notation we can write A’ = A[i :: N,,i :: N,].

In the cases of the O(2) and O(1) models all equations in this Section are to be
written in terms of 2N, x 2N, matrices G, B,, etc. Then A = ™27 ¢2™ —1 has only
4 non-zero entries given by A, = Z}(:O lezo 5;;’16 rin+i0s. v+ With a 2 x 2 matrix A,
Note that Eq. reads A(@ — @) = min{1, e Cel#'1-5:[D | det §¢/ det 5:3|2} in
this case, requiring the use of the squared modulus of R.

For all variations of the model the sparseness of A allows to compute the deter-
minant ratio R and hence the Metropolis acceptance probability in constant time,
independent of system size or inverse temperature. By the same virtue, the updated
G, can be computed in O(NSZ) operations. A naive code that does not take advantage
of the structure of A would need O(N?) operations for these computations. Only
by this realization the BSS algorithm became viable in the 1980s [8]]. An entire
sweep of local updates, where we go lexicographically over all /A7 imaginary-time
slices and N sites, requires a computational effort of O(8N?). In the following two
subsections we give detailed prescriptions how to compute R and how to update G,.

5.2.1.1 Computing the determinant ratio

To save some space this Subsection is written in terms of the O(2) model. The
calculation can be transferred directly to the O(3) model.

To find an efficient way to compute R = det |:]1 +A(1— 54)] it is helpful to visual-
ize the structure of the matrix as in Fig. A Laplace expansion of the determinant
leads us to find

R=det[1+A(1l—G,)]=detM, (5.24)
where M is a 2 x 2 matrix, given in slice notation by

M=1,+A"(1—G)[i::N,i::N,]=1,+A"(1,—G,[i::N,,i::N,]). (5.25)

75



5 Numerical methodology

i+N,

* % % My *x *x x M;; x *x x| < i1+N;

Figure 5.2: Structure of the matrix 1 + A(1 —G,). Here the asterisk  stands for unspecified values
that need not be zero.

The determinant of a 2 x 2 (or of a 4 x 4 matrix, in the O(3) case) can be computed
in short constant time.

5.2.1.2 Updating the Green’s function

A naive computation of the updated Green’s function after an accepted local update
via

G, =G/ [1+A(1-G)I ", (5.26)

or the corresponding equation for the O(1) and O(2) models, would require to invert
a nN; x nN, matrix with n = 4 for O(3) or n = 2 for O(1) and O(2). However, because
of the sparseness of A the matrix A(1 — G,) only has a rank of n. By applying the
Sherman-Morrison-Woodbury formula [[142] Sect. 2.1.4], we can effectively replace
the inversion by that of a small n x n matrix.

For two rectangular matrices U of size N, x n and V of size n x N, one form of the
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Sherman-Morrison-Woodbury formula reads

[1y,~U-V] =1y +U-[1,-V-UT"-V.

(5.27)

For a direct proof of this identity we can multiply both sides by (1 — U - V) and

perform a series of equivalence transformations:

ly =1y —UV+U,-VU)'(V-VUV)
=1y —-UV+UQ,-VU)'(1,- VUV
=1y —UV+UV

=1y
We rewrite Eq. (5.26)) in an appropriate form:
1+A(l=G)=1-U-V

where U and V are rectangular matrices whose entries are given by
3
U,=U[rs]= ZAl[k,s]ér,HkN,
k=0

3
V., =V[rs]= Z(Gg —)[r, k18, i1kn-

k=0

In slice notation we have

where the remaining elements of U are zero, and

V=(G—1[i::N,:].

(5.28)

(5.29)

(5.30a)

(5.30b)

(5.31a)

(5.31b)

U is the matrix built from the non-empty columns of A, while V is the matrix built
from all the rows of (G, — 1) that enter the matrix product in Eq. (5.29). We can

now apply Eq. (5.27) to Eq. (5.26):

G, =G, [1+A(1—G)]™
=G, +(GU)([1,—VUI'V)
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b

Figure 5.3: Visualization of a local update @;(¢) — @:(£) = @;({) + 5. The displacement 5 has been
chosen from a box of size b.

=G+ (G5 :N]-A) - ([1,—Gli:: N, : N]- AT+ AT V)

J

M~ with M generalized from Eq.
=G+ (G5 ::N]-AD- (M- V). (5.32)

The matrix products should be carried out in the order indicated by the parentheses.
Then only a total of O(NSZ) operations is needed. The computing time needed to
invert the n x n matrix M does not scale with the system size.

5.2.1.3 Form of the proposed local updates

We have discussed at length how to decide whether a local update should be accepted
according to the Metropolis criterion and how to consequently update the Green’s
function. It remains to decide on the proposal probability g(¢ — '), which enters
the transition probability W(@ — @') = g(¢§ — ¢’ )A($ — @’) together with the
acceptance probability. In order not to break detailed balance, a symmetric form
2(¢ — @)= g(¢’ — @) should be chosen. A simple, correct and effective update is
to choose a random displacement & and to add that to @;(£) to form the proposed
@:(£). We pick the tip of the vector 5 uniformly distributed from a box of side length
b around its origin, as visualized for an example in Fig. For an O(N') model the
formal proposal probability is

- - > A —b<sr<b foralln=1,...,N,
g(G() - @ (O)+6)= {b 2 2 (5.33)
0, else.

An important feature of this update is that the length of @,(£) is not conserved.
The parameter b can be adjusted to tune the effective acceptance ratio in a
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simulation. Generally we aim for a target acceptance ratio of 0.5. If the acceptance
ratio is much higher, the displacements 5 are very small, leading to little change in
the @;(¢). Conversely, if its much smaller, g;(¢) does not change in most Monte Carlo
steps, again leading to little effective change. In both cases statistical autocorrelation
times are longer than at 0.5 acceptance.

While b must be kept constant during the simulation, because otherwise detailed
balance would be broken, we are free to modify its value at the beginning of an initial
thermalization phase before measurements are taken. The following procedure leads
to quick convergence sufficiently close to the target acceptance ratio: We start with
a default box size, say b = 1. During the first half of thermalization we measure the
effective acceptance ratio over periods of 100 time-slice-local sweeps. After each
such period we check if less than 50% of the local updates have been accepted. In
that case we shrink the box size, b — 0.95b. If more than 50% have been accepted,
we grow the box size, b — 1.05b. During the second half of thermalization and
during the main measurement phase we keep b fixed to its final value.

5.2.2 Global updates

A simulation that makes use of nothing else than the local updates of the previous
Subsection suffers from overlong times necessary to equilibrate the system. This can
be explained in part because the field @ is not normalized and changes localized to
separate lattice sites cannot easily lead to an overall rescaling.

A simple and effective global “shift” move consists in adding the same random
displacement 5 to @ at all sites in all imaginary-time slices: @;(£) — @;(£) = @;(¢ )+§
for all i and all ¢. The displacement & is chosen in the same way as for the local
updates of the previous Subsection. This move necessitates a full recomputation of
the equal-time Green’s function by Eq. (5.8)), which entails rebuilding the entire UDV
storage. Consequently, the global move is rather expensive with O(/SNS) needed
operations. In combination with the replica exchange mechanism of Sec. we
have found it sufficient to do one global update every 10 DQMC sweeps. Note that
this global move is not ergodic on its own and can only be used in combination with
local updates.

The Metropolis acceptance probability is given by Eq. (5.16]). While the change of
the bosonic action can be computed directly, some care is necessary to evaluate the
ratio of Green’s function determinants correctly. Since we have G; and G:zs available
in UDV-decomposed form, we can express the determinant, up to a phase factor, as
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the product of the singular values of the Green’s function matrix:
|detG5| =|[det(1 +B,,---B,)]'| = |[detUDV]}|
= |deto™| =] (o)™ (5.34)

v

where the unitarity of U and V and the positivity of the singular values o ,), that
form the diagonal matrix D, have been used. For our sign-problem-free model we
have |det G¢,| = det G; and we can directly use the singular-value product in place
of the determinant. Hence, the determinant ratio is

/
_ det G¢ _ 0(1})

= = . (5.35)
det G‘/ﬁ » O-(v)

Since the singular values before and after the global move are ordered by magnitude,
arranging the factors like this in the product reduces the mixing of numerical scales.
However, directly computing R in this way still turns out to be unstable from the
mixing of large and small numbers exceeding the limits of floating point precision.
Therefore, the ratio should be evaluated logarithmically, which reduces the numerical
dynamic range:

R= epo[lnaEv)—lna(v)]. (5.36)

For the O(2) symmetric model we need to compute |R|?> with R = det 5(’2 / det §¢ to
evaluate the transition probability, such that it is also sufficient to compute absolute
values of the determinants via the singular values.

In O(N) symmetric classical spin models the problem of critical slowing down is
solved by Wolff’s single cluster algorithm [[148]]. We cannot use it directly for our
model with coupling to the fermions, since the linear algebra required during the
construction of a cluster of @;(¢) would be very expensive. However, we can consider
a variation, where we ignore the fermionic part of the action while we construct
and flip a cluster, and after recomputing the Green’s function decide whether we
accept or reject this new configuration with probability min{ 1,detG;/ det G:B }
This update is not ergodic on its own because it does not vary the lengths of the @;(£)
and must be used in combination with local updates. Finally, despite its conceptual
allure we have not measured any performance improvements from this variation of
the single cluster update over the global shift update used on its own. The replica
exchange mechanism that is introduced in the next Subsection is more useful.
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Figure 5.4: Comparison of different combinations of Monte Carlo update algorithms in simulations
of the O(2) SDW model withA =c=1atL=8and 8 =1/T = 8 Shown is the integrated
autocorrelation time 7y, of the finite-system magnetization m,, ﬁ N, <| Zl 7z (Z)D in units of
Monte Carlo sweeps on a logarithmic scale. The system undergoes a phase transition at r ~ 0.2.
If activated, global updates were attempted every 5 sweeps and replica exchanges were proposed
every 10 sweeps in these simulations. The same linearly spaced distribution of tuning parameter
values r was used in all simulations.

A quantitative example for the performance of different combinations of Monte
Carlo update algorithms is given in Fig. where short autocorrelation times
correspond to low statistical errors in the estimates of observables. Here it is evident
that activating either the global shift update or the replica exchange mechanism
(introduced in the next Subsection) provides an improvement of roughly an order
of magnitude compared to purely local updates. When both these moves are used
in combination, almost an extra order of magnitude is gained. This stands in stark
contrast to the single-cluster update, which does not give any clear improvement in
combination with any of the other update mechanisms.

To see how essential the global shift update is for proper thermalization of the
system in the vicinity of a phase transition it is instructive to look at the results
obtained in comparatively long simulations (520 000 sweeps) for a small system. By
studying the complete time series obtained in these simulations, we can set different
effective lengths of the thermalization period by discarding certain amounts of
initial samples. In order not to skew the results we then always consider an equal
number of 50000 Monte Carlo sweeps over which observable averages are taken
for measurements. Defining ¢ = /fTT| Zi,e @i(€)| we examine two quantities, the
finite-system magnetization m; = (p) and a measure for its fluctuations ¥, =
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BN,[(®*)—(®)?]. At the phase transition, m ; is expected to drop by a finite amount,
while y,, shows a peak. In simulations with activated replica exchange, but without
global updates, the apparent location of this phase transition shifts tremendously
with the allowed time for thermalization, see Fig. Clearly it takes very long to
reach thermal equilibrium. Results obtained with additionally activated global shift
updates show a diametrically opposed behavior in Fig. [5.6a} There is virtually no
difference for the various periods of thermalization, which all agree with the situation
in Fig. for the longest thermalization phase of 470 000 sweeps. Without replica
exchange, but with activated global updates the situation is similar to Fig. but
with larger error bars (not shown). To further anticipate the benefits of the replica
exchange mechanism see Fig.[5.6b| where only local updates have been used without
replica exchange or global updates and the system never reaches equilibrium.

5.2.3 Replica exchange

The idea of parallel tempering or replica exchange schemes [[149, [150] is one
realization of an extended ensemble [[151]], here composed of multiple canonical or
grand-canonical ensembles with some control parameter taking on different values.?
In a Monte Carlo simulation one then considers K different replicas of the system
for different values of this control parameter, each being represented by a separate
system configuration. The control parameter is then treated as a dynamical variable
by allowing exchanges of the configurations between replicas of different parameter
values (or equivalently swapping control parameter settings between the replicas
without moving configurations). In this way shorter autocorrelation times in some
regions of this parameter space can be utilized to accelerate the simulation in other
regions. Replica exchange especially helps in situations with free-energy landscapes
with high barriers between multiple local or global minima. The replica exchange
mechanism aids in escaping local minima that do not correspond to typical physical
equilibrium configurations, thus accelerating thermalization. In other situations such
as in the vicinity of continuous phase transitions, where conventional Monte Carlo
dynamics are affected by critical slowing down, replica exchange can provide sizable
speed-ups. Fig. illustrates the random walk of various replicas in the extended
ensemble of a replica exchange simulation. In Fig. improved thermalization in
our SDW model is demonstrated for an activated replica exchange mechanism.
Traditionally, in classical parallel tempering Monte Carlo simulations one usually
varies the temperature to benefit from quick decorrelation at higher temperatures.

3A thorough discussion of various approaches to parallel tempering is given for instance in the
author’s diploma thesis [[152]].
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Figure 5.5: Simulation results obtained with activated replica exchange, but without global updates,
of the O(2) model with A=c=1for L =4and 8 =1/T = 16. Colors and symbols correspond to
different periods of thermalization.

For the DQMC simulations of the SDW model this is not the most convenient choice. If
the discretization A7 is kept constant, different temperatures correspond to different
numbers of imaginary time slices m and it is not clear how an exchange of system
configurations between neighboring replicas could be set up. While one could keep
m constant and vary At, this would lead to slight changes in physical properties
compared to measurements taken in regular simulations. Also this would mean that
the computational effort for the high-temperature simulations becomes as large as
that at low temperatures, which may not outbalance the gain in statistical efficiency

from parallel tempering.
A more appropriate choice is to take the parameter r in the bosonic part of the
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(a) replica exchange with global updates
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Figure 5.6: Results from simulations equal to those shown in Fig. butwith local and global
updates, combined with replica exchange, and @ only local updates.

action (4.75), which tunes across the quantum critical point, as a dynamic variable.
As we will see in the following, since the fermionic parts of the action do not explicitly
depend on this value, in this special situation we can avoid re-evaluating Green’s
function determinants when we decide on replica exchanges.

With the parameter r taking on different values r; < r, < --- < ry the partition
function of the extended ensemble is given by a product 2, = l_[ff:1 Z(r,) of
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Figure 5.7: Visualization of replica trajectories (differentiated by colors and dashes) in control

parameter space over the course of a short simulation (adapted from Ref. [152]]). Example data
for the finite-system magnetization m, = ﬂA—IJ <| Zi,l P (e )|> obtained in short DQMC simulation

runs of the O(2) SDW model with A = ¢ =1 on an 8 x 8 square lattice at temperature T =1/16,
comparing results obtained with conventional updates to those obtained with activated replica
exchange, which greatly eases equilibration around the phase transition.

grand-canonical partition functions Z(r,). Here we have

K
- - — 2(x) r. —
Zext: fD(w(l)”w(K))r[e Sgl¢", "]detG@.(lk), (537)

k=1

where the fermionic equal-time Green’s function depends on the replica index x only
via the bosonic field configuration 3, while the value of r, only enters S;. The
equilibrium probability of an extended configuration {(,b’(")} for a set of parameters
{r.} is given by

K
P({89}, r 1) =] [Pea(8®.1) (5.38)
k=1
with
P, (g™, r)= eS8 det G;}K)/Z(r,() ) (5.39)

To supplement the single-replica local and global Monte Carlo updates, that are still
carried out as in regular grand-canonical simulations, we construct an additional
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Monte Carlo move between replicas to achieve a random walk in the extended
ensemble. In such an update we propose the exchange of configurations {@} and
{@’} between the x-th and n-th replicas. To ensure detailed balance we require

P(o.,@,Tsees @1y IW(B, 1@, 1)
=P(...,¢ s s 5Ty IW(E, 1 |G, 1), (5.40)

where W is the transition probability for a replica configuration exchange. The ratio
of these transition probabilities is hence given by

W(@,rdl@r) e Sl?r5l? ) det G3! det G

-A
- - - 3 3/ =e ’ (541)
W(E,rd@,r,) e Sslond=slénldet G det G5/

where the determinants cancel and A = (r, —r,)- %Ze,i [ §1(6)* — @.(£)?]. To fulfill
the relation (/5.40) we choose the exchange probabilities according to the Metropolis
criterion

W(@, @', r,) =min{1,e*}. (5.42)

A similar replica exchange mechanism could also be set up for any other parameter
of the action. Note that if it is a parameter appearing in the fermionic part, the
change of the Green’s function determinants would have to be calculated explicitly.

Since in our case the exchange algorithm does not require the recomputation of
Green’s functions or the evaluation of their determinants, it poses very little overhead
in computation or communication between parallel processes. This allows us to
perform a replica-exchange sweep after every single sweep of regular updates, which
has been very beneficial for obtaining sufficient statistics at low temperatures.

5.2.3.1 Selection of tuning parameter values

A highly nontrivial question is how to best choose the distribution of the tuning
parameter values r,. for a replica exchange simulation. In the simulation we propose
exchanges between replicas with neighboring values of r,. First of all, these need
to be selected sufficiently close to each other with overlapping distributions of @2
such that A is not prohibitively small. A traditionally followed strategy was to
optimize this distribution for constant overlap of the action in neighboring replicas
or (approximately equivalently) constant exchange acceptance ratio [[153]]. This
approach, however, is of limited utility in complex free-energy landscapes or in the
vicinity of phase transitions. There, simulation dynamics are so slow that replicas

86



5.2 Monte Carlo updating schemes

“ |

50

40 w

30 | —

20 |- T

Temperature index k

10| -

0 l L 1 L
0.0 0.5 1.0 1.5 2.0 2.5

t [Monte Carlo sweeps] x 107

Figure 5.8: Trajectory of a single replica in a long Monte Carlo simulation of a classical spin model,
where the temperatures are distributed such that exchange acceptance probabilities are approx-
imately constant for replicas at neighboring temperatures. Diffusion through the temperature
location of a phase transition (at k & 20) is rare. Figure reproduced from Ref. [[I52]].

have little chance to tunnel through a barrier before they move back in the opposite
direction. Such a “bottleneck” is visualized in Fig. This greatly impedes the
effectiveness of the replica exchange mechanism: Decorrelation across a phase
transition requires input from the disordered phase. A more successful approach
takes into account the dynamics of the replica exchange process, minimizing average
round trip times between the lowest and highest control parameter values [154-156]].
To do so we track the movement of replicas up and down in control parameter space
and form the fraction

nup(rK)

nup(rrc) + ndown(rx) ’

fup(re) = (5.43)

where n,,(r,) counts the number of times a replica has visited r, in the course of a
simulation after having last visited r; and not ry, and n,,,(r,) is the analogue for
the opposite direction. Interpreting r as a continuous variable, this fraction can be
related to the steady-state current of replicas moving up, which to first order in the
derivative reads

dfup
dr’

Jup = D(r)n(r) (5.44)
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and is constant in r, since this current is proportional to the rate of replica round
trips. Here, D(r) is a local diffusivity and n(r) is the probability density for a replica
to be at r,.. For a discrete distribution {r,} it is approximated by n(r) = C/Ar for
relrere.), where Ar =r,,; —r,.. C is a constant ensuring fdr n(r)=1. Note
that at any given time there is exactly one replica at each r,. From Eq. there
is a simple measure of the local diffusivity at r

Ar

Our aim is to maximize the current j,, by finding the optimal probability distribution
n°'(r), corresponding to an optimal selection of control parameter values {r"'}.
Following Ref. [[154], this is realized by a distribution related to the diffusivity like

NP (r) o< 1/4/D(r), (5.46)

which puts more replicas into regions with low diffusivity. Inserting this into Eq.
(5.44), we find

< < .
K dr Aropt’
opt

where Ar?" =r 7, —ro" is the optimal spacing of control parameter points for the
interval enclosing r. The optimal spacing implies a constant decay of the fraction,
measured in control parameter indices:

1
N fu(;pt (r,czitl) _fu(;pt (r’?pt) _ T (5.48)

In the feedback optimized replica exchange algorithm [[I155] [156]] we iteratively
optimize the distribution n(r) to approach n°'(r). In an initial simulation with
arbitrarily distributed r,, we measure f,,(r,) and compute the derivative df,,/dr by
linear regression. Then we obtain an improved distribution

C’ 1I 1 dfyp
/ — —C’ 5.
() Ar’ ¢ Ar dr’ (5.49)

where C’ is a normalization constant. 7)’(r) is still a step function defined for the
original control parameter points. The new points are found by successively solving
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Figure 5.9: Data from replica exchange simulations of the O(2) SDW model with A =1, ¢ =3 for
L =12 and  =1/T = 15. The original values of the tuning parameter r are chosen ad hoc with
dense linear spacing at low r, including the region of the phase transition, and with a coarser
equal-spaced grid at high r. The feedback-optimized distribution is obtained in one iterative step.
(a) Replica movement fraction f,, as a function of the tuning parameter index x (main panel) and
as a function of the tuning parameter value r,. (inset). (b) Integrated autocorrelation time 7;,,
around the phase transition at r ~ —1.3.

the integral equation

/

T'K_ K
drn(r)=—= 5.50
Jr/ n(r) =+ (5.50)
for the upper bound r/ for 1 < x < K with r; = r] and ry = r; kept fixed. These
steps can be repeated multiple times with further simulations yielding progressively

improved distributions 7(r), which converge towards 1n°'(r).

5.2.3.2 Feedback optimization for the metallic SDW model

In our DQMC simulations of the metallic SDW model at high temperatures we achieve
good diffusion already with a simple linear spacing of the values of r. At lower
temperatures, however, the magnetic phase transition constitutes a more significant
barrier to the random walk in r-space. Here a feedback-optimized distribution,
which effectively clusters the r, close to the spin-density-wave phase transition
at r¢pw(T), has been very useful.* Already a single step of the iteration delivers

“4For the optimization we have used a code by S. Trebst, which implements the steps outlined above.
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X original
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Figure 5.10: Tuning parameter values r,. for the O(2) model with A = ¢ =1, here for L =10, 8 = 15:
Original distribution, feedback-optimized distribution, and feedback-optimized distribution with
an additional heuristic to force values at integer multiplies of 0.1. The number of replicas K = 64
is kept constant for all three distributions.

sizable improvements of diffusion. A distribution generated in this way is useful
also at lower temperatures provided that the transition point does not move too
far with temperature. An example for the result of the feedback optimization is
given in Fig. The simulation that makes use of the optimized distribution
shows a fraction f,,(x) that is close to the ideal diagonal line and, most importantly,
significantly reduced autocorrelation times in the region of the phase transition,
where the algorithm has clustered the tuning parameter points. Since we use the
same number of replicas K in both simulations, there is a small trade-off: The
spacing of r, is actually larger far from the phase transition, which can lead to
a slight enhancement of autocorrelation times there. Additional iterations of the
optimization procedure on the new simulation data are expected to mitigate this
adverse impact, but generally this does not present a major problem. Firstly, we are
less interested in accurate data far away from the quantum critical point. Secondly;,
critical slowing down will greatly exacerbate the problem of long autocorrelation
times for larger systems and lower temperatures close to the phase transition, while
there will be much less of an aggravation far in the ordered and disordered phases.

In many cases it is useful to obtain data at precisely the same values of r for
different system sizes and temperatures. With feedback optimization leading to
different distributions this condition is not always satisfied. Often we have therefore
used a heuristic variation of the optimization algorithm which slightly moves the
generated tuning parameter points to force some of them to reside on a desired
grid, see Fig. for an example. An alternative would be to use the reweighting
procedure introduced in Sec. which can, however, be quite elaborate for fully
frequency and momentum resolved observables.
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5.3 Efficient linear algebra

In the previous Section we have seen how to improve the statistical efficiency
of DQMC simulations of the SDW model to reduce the number of Monte Carlo
sweeps necessary to reach equilibrium and to compute observable estimates with
small statistical error. In this Section we discuss two aspects helping to improve
numerical efficiency, i.e. the computational effort necessary to perform a single
Monte Carlo sweep. The checkerboard approximation of Sec. is used to replace
many dense matrix products in the formulation of the DQMC algorithm by sparse
products, thereby improving the cost of many operations to O(/3N32) from the overall
O([3N53) scaling of computing time. The delayed update procedure of S is
an implementation of the fundamental local updates (discussed in Sec.[5.2.1) that
is favorably adapted to the cache architecture of modern CPUs.

5.3.1 Checkerboard break up

When propagating between imaginary-time slices in the DQMC algorithm, we fre-
quently need to compute product chains of B-matrices or their inverses, such as, for
AT =1, > 1y =1[,AT,

B(T]_’TZ) :BelBel_l "'Be2+2B£2+1 and (5.513)
-1 _ p-1 p-1 -1 p-1 .

B(t,75) =B, \B, ., B, 1B, with (5.51b)

B, = e A7K/2emATVIG ] pmATK/2 and (5.51c)

Bl = pATK/2,A7V[G],ATK/2 (5.51d)

(

While K and V are usually sparse matrices, their matrix exponentials can be dense.
In the case of the SDW model, where we only have on-site interactions, eVled ig
a matrix composed of several diagonal blocks that can be multiplied quickly in
O(st) operations to any matrix. However, K contains hopping terms between all
nearest-neighbor pairs of sites. While these only lead to only O(N,) non-zero entries
in K, in this case the matrix exponential of K is a dense matrix. Multiplying it to
another matrix is more expensive with O(Nf) operations needed.

The checkerboard break-up, whose name is historical, is a way to transfer the
sparseness of K to e*27X/2_ This entails an approximation with a controlled systematic
error, which can be kept on the same order as the overall Suzuki-Trotter error of
the fundamental DQMC setup. If T is one of the blocks K}, of K, its structure for
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nearest-neighbor hopping is

f J
1 1
-0 0 0 01
0 ... 0 ... t; ... Of«i
T=3T, T,=| . g o SR
(i,j) . : : .
0 t;j 0 O «<J
L0 ... 0 ... 0 ... Od

Since there are only two non-zero elements in each T;
easily, yielding a sparse matrix e*277ii/2
A in only O(N,) operations. The multiplication Ae

j» it can be exponentiated

, which can be multiplied to an N, x N, matrix
+47Tij/2 only changes columns i

and j of A, while e*27Tii/2A only affects rows i and j of A. Explicitly, the exponential
is given by:
L J
i
1 -
1
ch(Azt;;/2) +sh(Att;;/2) —1i
eEATT;/2 — 1
1
+sh(Att;;/2) ch(Att;;/2) —j
1
i 1]
(5.53)

The checkerboard break-up is an additional Suzuki-Trotter-like decomposition. Loh
and Gubernatis [|87]] suggest to approximate

eiATT/z — e:l:AT Z(i,j) T;;/2 ~ l_le:!:ATTij/Z’ (5.54)
(i.j)
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which when multiplied to an N, x N;-matrix as a series of sparse products will cost
O(N,N,) operations, where N, is the number of hopping bonds, which gives O(N?)
for nearest neighbor hopping, where N, = 2N; for a square lattice. The magnitude
of the systematic error caused by this approximation is determined by the order
of the individual exponential factors in this product. A prescription to minimize
this error is to form groups of the hopping matrices T;; such that within a group all
matrices commute. Then breaking the exponentials only introduces errors when
factors of different groups are multiplied. As a simple example we can consider the
case of a periodic one-dimensional chain with nearest-neighbor hopping. Its kinetic
matrix can be written as

T'=T,+T, T, = Z Toi2i1 = Z Tijs T, = Z Toig1,2i42 = Z Tj,
i (L.j)e L (i.j)b
(5.55)

where T, contains hoppings on pairs of sites (0, 1), (2,3),(4,5),...,(N,—1,N,) and
T, on pairs of sites (1,2),(3,4),(5,6),...,(N,,0). For some matrix A we have

AeFATTI2 = pe*ATT/2o+07Ty/2 4 (A1)
:Al_[ eEATT; /2 l_[ e*27Ti/2 4 0(AT2), (5.56)
(i,j) (i,j)b

where the Suzuki-Trotter error is introduced only a single time. The order of the
factors within the two products is irrelevant. For a model defined on the two-
dimensional square lattice with nearest neighbor hopping an equivalent separation
can be performed for each Cartesian axis [86]]. Here we have

_ X y
T_T;‘+Tay+Tb+Tb

Ae:I:ATT/Z :AeiATT;/zeimTg/zeiArTg/zeiArTg/z + O(ATZ). (5.57)

5.3.1.1 Optimized form for the square lattice

For our square lattice we follow Assaad [[85]], who proposes a break-up with only
two groups of commuting matrices T = T, + T as shown in Fig. where the
individual matrices now describe hopping between four sites. If —t; is the hopping
constant for horizontal movement and —t, the constant for vertical movement, one
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such matrix is given by

i J
Il
t
ty
Tyijia =
ty
ty

Its exponential reads explicitly (omitting factors At/2)

eiTA,ijkz —

—~

ch(ty)ch(t,)  +ch(t,)sh(t;)
+ch(t,)sh(t;)  ch(t;)ch(t,)
1

+ch(t;)sh(t,)  sh(t;)sh(t,)
sh(ty)sh(t,)  +ch(ty)sh(t,)
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+ch(t,)sh(t,)
sh(t;)sh(t,)

ch(t;)ch(t;)
+ch(t,)sh(t;)

—1i
—]J
(5.58)
— k
—1
(5.59)
sh(t;)sh(t,) —1i
+ch(t;)sh(t,) —]J
+ch(t,)sh(t;) —k
ch(t;)ch(t,) —1
1
1]
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Figure 5.11: Nearest neighbor square lattice checkerboard decomposition following Assaad [I85]].
T, contains hopping along the boundaries of the stripy squares; Tz contains hoppings along the
boundaries of the wavy squares.

+ATT/2

The multiplication with e is now represented by two groups of N, /4 plaquette

factors each:

N/4 N/4
A-e*ATT/2 — 4. l_[ eEATTh /2 l_[ AT /2 1 O(AT2), (5.60)
[ijk1a [ijkl]p

which has a combined computational cost of O(N?). Each four-plaquette factor will
change four rows or columns when multiplied to the left or right of a matrix. Only a
single checkerboard break-up contributes to the error of O(A7?), which is of the
same order as the overall Suzuki-Trotter error of the DQMC formalism. If we had
chosen a “random” order of single-bond matrices in Eq. (5.54)), this error would
grow macroscopically O(N,A1?).

5.3.1.2 Factor grouping with the symmetric Suzuki-Trotter decomposition

Since we use a symmetric Suzuki-Trotter decomposition in the formulation of the
DQMC algorithm

oAt SUK+VIE1] — l_[ e ATK/2,—ATV[G,] ,—ATK/2 4 O(Afrz), (5.61)
0

we also apply the checkerboard break-up symmetrically:
B, = e~ ATK/2,,—~ATV[F] ,~ATK/2

— e—ATKa/Ze—ATKb/Ze—ATV[(p'g]e—ATKb/Ze—ATKa/Z + O(ATZ) (562)
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We group the factors that form the entire product in the following way:

e—A‘rzé[K-FV[(ﬁg]] — e—ArKa/Ze—ATK,,/Z

% l_[e—mv[@]e—Aer/ze—mKae—mK,,/i eATKb/ZeATKa/Z_i_O(ATZ). (5.63)
L

~~

eff
BE

Here the brace marks the effective B-matrix factors for the implementation of the
simulation. Compared to the form in Eq. (5.62)), using these these effective factors
saves one sparse matrix multiplication of a hopping group exponential per application
of each factor B,. The outer factors e 27Ke/2e=A7Ks/2 and A™Ka/2A7Ks/2 gre not
important for the statistical weight during the Monte Carlo sampling because they
cancel under the determinant: det[1+A™'BA] = det[1+BAA™'] = det[1 +B]
for square matrices A and B. But they need to be considered when measuring
fermionic observables. We obtain the correct equal-time Green’s function from the
one constructed from the B;ff by applying the missing factors to the left and right:

G =[1 +Be"'Ble“'Be+1]_1

— ,—ATK,/2 ,—ATK}p/2 eff  peffpeff peff
= e 27Ka/2¢ [1+B. .. Bpef... peff

_ATKa/Ze_ATKb/ZG;ffeATKa/zeATKb/z_ (564)

]—1 e ATK, /2, ATK, /2

=e

5.3.2 Delayed updates

Delayed updating is a technique by the means of which the update of the equal-time
Green’s function matrix after an accepted local Monte Carlo move is sped up. To put
the Green’s function into a valid state G, — G, after a local change of the bosonic
field ¢;(¢) — @;(£) the standard procedure is, see Eq. (4.7)),

G, =G+ (G[:,i::N]]-A)- (M- V), (5.65)

where V = (G, —1)[i :: N,,:], Al = (e *%e2™ —1)[i :: N,,i :: N,], and M =
1,—Gy[i::N,,i::N,]- Al + Al in the slice notation of p.[75|° During a sweep of
local updates this step has to be done after each accepted local change of the field @.

The idea of delayed updates [[157]] is to instead perform one combined update
of the Green’s function after a series of k accepted local moves. To determine

SFor compactness this Section is written in terms of updating the full 4N, x 4N; Green’s function
matrix G,. The transfer to the 2N, x 2N, matrix G, used for the implementation of the O(1) and
0O(2) models is straightforward.
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acceptance probabilities while the update is still delayed, only the change of some
rows and columns of G, needs to be computed. Maintaining this leads to additional
calculations of O(jN;) in the jth step (j < k), while the update of G, after k steps
will have a cost of O(stz) operations, which is of the same order as a series of k
updates according to Eq. (5.65). Nevertheless, delayed updates are expected to
be more efficient on modern computers due to their better memory locality which
benefits more from caching [[158[]. Submatrix updates [[159]] are a variation of the
delayed updates that promises to reduce the additional computational effort from
O(jN) to 0(j?), which, however, is the least worrisome part. In the following we
show how regular delayed updates can be implemented for the SDW model.

We first rewrite Eq. for the updated Green’s function after an accepted local
move at site i, as an addition and a (4N, x 4) - (4 x 4N,) matrix product:

Gy = Gy + XY (5.66)

with X, := Gy oUp and Yy := (1,—V,U,)~'V,. Here we write V, = Rg)—ﬂiO, where Rg’ =

1 e . : : . lp —
Gyolio :: Ny, :] are the 4 rows of G, o belonging to site i, and 1° =[e, , €, \\, € 1on >
e

iy +3N, |7 are the corresponding rows of the identity matrix, while the non-zero entries
- S

of U, are given by those of the matrix A® (corresponding to A’ below Eq. (5.63))).
Explicitly, the entries of X, read

4N

Xo[1,51= (GyoUo)lr,s1= > Golr, t1Us[t, 5]
\ t
= Geolnig+kN,]AR[k,s], (5.67)
k

such that we have X, = C A, where C' := G, ,[:, 1, : : N,] are the columns of Gy,
corresponding to site i,. For the product V,U, we find

4N; 4
(VoUp)lris]= D (RO —1)[r,t] > A[k,516, 1 cin,
t k
4 .
= (RyLrip + kN,]— 5, ) A"[k, 5] (5.68)
k

or VyU, = SPAD — A with 2 :=R¥[:,iy:: N,] = Gé(,)o[io ::N,,iy::N,] as the 4 x 4
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submatrix of G, , with entries corresponding to i,. In total we have

Xy = ClAb, [4N, x 4] (5.69)
Yy = (1, —SP Al + ALY H(RY — 1), [4 x 4N,] (5.70)

-~

My

and we need 4 columns and 4 rows of G, , to compute G, ;.
After a second spin-flip at site i; we have

Gyo =G+ XY, +X17; (5.71)

with X; = C]'A" and ¥; = (1,—S} A" + AM) (R} — 1) = M (R} —1"). Here we
only have to compute
Rif = Gyqliy 11N, 11 =(Gyo+ Xy - Yo)liy i N, 2]
= Gypliy 12 N, : ]+ Xoliy 1t N, :]) - Yy (5.72)

and

Cil =Gyl 0; 1 N1 = (G +Xo - Yo)li, 0y 1 Ny
= Gyol:, iy 1 N+ Xo - (Yol 1) 2 N D), (5.73)
which is of order O(N;).

Iterating this procedure, we arrive at the following equation to update G, after k
accepted spin-flips:

k—1
Goe=Go+ ) XY, with (5.74)
j=0
X;=C} Al and (5.75)
Y; = (1,— S Al + AR —19), (5.76)
M e

J

where we have to recompute at each step j the relevant rows and columns of G, ;_;:

" ]_1
R} = Gyoli; 1 Ny, 2]+ > (X [0 :: N, 1) - ¥, (5.77)
=0
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S} =RJ[+,i;::N,], (5.78)
. i1

C/' = Gypol:,1; 1 N] +ZX1 (ML, 4; 0 NG D). (5.79)
1=0

The matrix products here are (4N, x 4)-(4 x 4), hence the additional computations at
step j amount to O(jN;). There are additional storage requirements for the matrices
X; and Y;. We can decide whether to accept the spin-flip at site i; by computing a
4 x 4 determinant

r; = det(IL4—Aif Vil ::Ns]) = det(]l4—Vj[:,i]- i N, ]- Aif)

=det(1,—S] - Al + AY) = det M. (5.80)
The advantage of the delayed update scheme is that B,,(£) = e 27" (#?)e™2"K the sum
in Eq. (5.74) can be understood as a (4N, x 4k) - (4k x 4N,) matrix product:

G =Got+X-Y (5.81)

with X = [X,X,,...,X,;] and ¥ = [Y,,Y,,...,Y,_,]". Evaluating Eq. is
of order O(kN?), but numerically computing this single matrix-matrix product is
expected to be more efficient than applying Eq. k times, each time involving
(4N, x 4)- (4 x 4N,) matrix products. It is important to stress that delayed updates do
not influence numerical stability or introduce any additional errors. Within floating
point precision results are fully equivalent to those obtained with regular updates.

In our simulations of the metallic SDW model we find that delayed updates do
speed up the linear algebra for local updates, see Fig. But the advantage is lost
if the Green’s function update is delayed by too many steps when the computational
overhead of the delayed updates becomes significant. Here the optimum number of
delayed steps is roughly 6 or 8. The improvements are rather modest in comparison
to what has been achieved with the Hubbard model. This may be due to the
more intricate structure of the interaction matrix in the SDW model or due to
the computer architecture (Intel Xeon X5650). Possibly submatrix updates [[159]
could provide performance gains with higher numbers of delayed steps. However,
these improvements are outbalanced by the time needed for numerical stabilization
by matrix decomposition in actual simulations, see Fig. in comparison to

Fig.
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Figure 5.12: Wall clock time per Monte Carlo sweep for delayed updates in comparison to regular
updates (at 100%) with different numbers of delayed steps in short (100 sweeps) simulations of
the O(3) SDW model at § =2 and r = 1.5 for (a) L =12 and (b) L = 20. Only the time needed
for operations local to the imaginary-time slice was measured.

400
B regular
35044 delayed 8 steps
5300 -
2 250 -
$—
. 200 4
3
= 150 4
o
§ 100 -
50 |
0 L1 T F T T T T T T
4 6 § 10 12 14 16 18 20
linear system size L
(a)

seconds per sweep (time slice local)

| ® regular

4 delayed 8 steps

4 6 8

T T T

10 12 14 16
linear system size L

(b)

18 20

Figure 5.13: Wall clock time per Monte Carlo sweep in short (100 sweeps) simulations of the O(3)
SDW model at f = 2 and r = 1.5, comparing regular and delayed local updates (delayed by 8
steps). The time needed for setup, measurements and file system operation has been excluded in
both plots. Panel [(b)| only shows the time needed for updates that are local in imaginary time, i.e.
the timings do not include the numerically stabilized propagation of the Green’s function. All data

are consistent with an L% power law.
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5.4 Finite-size effects

Metallic systems such as the SDW model are particularly susceptible to strong finite-
size effects at low temperatures. Conversely, insulators, which are characterized by
the localization of their wave function, are much less sensitive to the presence of
boundaries in finite systems. Since the computational cost of the DQMC method
limits us to study rather small systems, reducing the severity of such finite-size effects
is very important.

5.4.1 Perpendicular magnetic field

Interestingly, finite-size effects can be remarkably reduced in the presence of a
magnetic field acting on the electron orbits, imposed perpendicular to the sys-
tem [|85],[160Q]. Possibly, this may be attributed to the breaking of lattice translational
invariance, which may lower the influence of the system boundary.

A prototypical example for the worst case of finite-size effects in a metal is a
non-interacting spinless tight-binding model. Here we follow Refs. [85],[160]. On
a periodic square lattice its bare form without external fields is defined by the
nearest-neighbor hopping Hamiltonian

_ T
H= thi cj+h.c. (5.82)
(i)
A magnetic field B(r) = V x A(r) can be introduced by incorporating Peirls phase
factors [23, Sec. 12.1]:
H[A]=—t Y eicc, +h.c. (5.83)
(.5

with phases A;; = i—z rr_j A - d{ and the magnetic flux quantum ®,. To realize a

constant magnetic field orthogonal to the lattice plane, B = Be;, we choose the
Landau gauge A(r;) = —Bi,e,, where r; = (i;,i,)T. We find

_%Biz, forr,=r1;+ey,
A= %Biz, forr;, = r,—e, (5.84)
0, for r; =r; & e, or non-neighboring sites.

The periodic L x L lattice has the topology of a torus. Our boundary conditions for
the fermionic operators ¢/, ¢, must be chosen to be compatible with this topology
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also in presence of the magnetic field. Therefore we require

. ! :

eXp(lAi+Lel,j+Le1)CLT+Le1Cj+Le1 = exp(iA;;) ¢/¢; and (5.85a)
. T ! . "

eXP(iAi e, j+Le, ci'+Lezcj+Le2 = exp(iA;;) ¢/¢; (5.85b)

for all lattice sites i and j. This condition can be fulfilled by imposing special
boundary conditions in e, direction,

), 2mi . 27i .
— T3 BLi; — kT BLi;
c/e and Civle, = Ci€

i

Ci+Lez

(5.86)

with the phase depending explicitly on i;, while regular periodic boundary conditions
are upheld in e; direction. Incorporating these boundary conditions, the explicit
Peirls phases in Eq. (5.83) read

(~ZBi, ifi;=0,...,L—2and j =i +1
ori;=L—1and j, =0,

+2Bi, ifi;=1,....L—landj, =i —1

Aij = { ori;=0and j, =L—1, (5.87)

+2BLi, ifi,=L—1andj,=0,

—%BLi; ifi;=0andj,=L—1,

|0 otherwise,

where the lattice sites vectors are indexed from O to L — 1 in each direction.
Under these boundary conditions the Hamiltonian commutes with translations by
the linear lattice size,

[H[A], TLel] = [H[A], TLez] = O, (588)

where the magnetic translation operators T;, , T;., form a magnetic algebra [23,
Sec. 12.1]. This imposes an additional restriction for the magnetic field. For the
torus topology we have

(LeyxLey)B

TLe1 TLez = e_lZTE %o TLCZ TLel (5'89)

and the wave function cannot be single valued unless the right-hand side prefactor

is 1. Therefore the flux must be quantized: W = n € Z. Hence, the smallest
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Figure 5.14: Single-particle energy density of states ¥(w), approximated with & = 0.01, for a tight-
binding model on (a) L =8, (b) L =16, and (c) L = 32 square lattices. Left-hand column: no
magnetic field, right-hand column: a single magnetic flux is threaded through the system. In these
units t = 1.

possible finite field, perpendicular to the lattice plane, has a magnitude of

_%

=1
With this choice of B, all values of A; j in Eq. (5.87) tend to 0 in the thermodynamic
limit L. — oo such that, in this limit, the Hamiltonians (5.82) and (5.83) are
equivalent. However, we see in the following that the finite-size Hamiltonian (5.83))

with the weak magnetic field (5.90) approaches this limit faster.
A striking illustration of this can be found in the single-particle energy density of

B (5.90)
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states
v(w):Z(S(w—g):_—lImZ; (5.91)
- Yoo — w—¢g,+16 '

with & — 0 and where ¢, are the single-particle eigenvalues of H [25] Sec. 3.3]. For
a non-interacting model the values of ¢, are readily obtained by diagonalizing the
matrix kernel of . The result is plotted in Fig.[5.14with and without magnetic field.
Finite-size effects dominate for all lattices if no magnetic field is active, whereas
the Van Hove singularity is well reproduced already for L > 16 with a magnetic
flux. Here it is apparent how the degenerate states of the B = 0 case are distributed
smoothly over the energy range for B > 0, as they would in the exact L — oo limit.
Landau levels have a degeneracy of L?B/®, = 1 for the minimal value of B chosen
here. Without breaking symmetries on finite lattices the original degeneracy could
not be removed. This reduction of finite-size effects carries over to thermodynamic
observables.

5.4.2 Fictitious “magnetic” field for the SDW model

For the metallic SDW model we cannot introduce a magnetic field without breaking
the generalized time-reversal symmetry that ensures the absence of the fermion
sign problem in DQMC simulations, which has been discussed in detail in Sec. [4.3.2
However, we are free to incorporate a fictitious generalized field with an appropriate
dependence on flavor and spin indices a = x,y and s =T, | that makes sure the
symmetry under T = —is,0,C is not broken. Generalizing the discussion of the
previous Subsection, we add Peirls phase factors e to the kinetic part of the action
and require

lAaS _lAD” 1 lAag
Z ’L'b('lls (lJS _Z Q'b('xl—s a]—s_z w;u"ljajs (592)
a,s

This is fulfilled for AZ.T = —A‘:jl. We let the sign of the perpendicular “magnetic” field
depend on flavor and spin as in

Bl=prl=_pgl—_p =20 (5.93)

and otherwise set everything as discussed above for the tight-binding model. In Eq.
(5.93) there is an extra sign change between the two fermionic bands, which is not
required for the absence of the sign problem, but convenient for the implementation.

104



5.4 Finite-size effects

1246 L=6 o 124¢L=6
8 L=8 A N 8 L=38 bbby,
0 L=10 ¢ L=10 A "
10 4 vy L=12 A 2 i 10 - vy L=12 AA . AR 2a
12 4 L=14 A % 12 A L=14 e Yo, a
8 g Trg ta
2 ) & P Y Vg a
e .S a7 0 oy Tuy
< S 6 #o o
= 2 7
Q Q oé% ¢
é é 44 p¥a 000000000000000000
oo ° o
2 4
00 0 0000 000000 e 0 00 0 0
O T T T 0 T T T
0.15 0.20 0.25 0.30 0.35 0.15 0.20 0.25 0.30 0.35
tuning parameter r tuning parameter r
(a) BT=0 (b) BT = &,/L?

Figure 5.15: DQMC data for the O(2) SDW model withA =1 =cat § = 1/T = 10|(a)|without and|(b)
with a perpendicular flux. The plotted quantity ¥,, = BN,[(%%)— (@)1 with § = } D Pil0)] is
an estimate for SDW fluctuations. The location of its peak is related to that of the phase transition
and the peak height should scale with the system size L.

As in the case of the non-modified model, the O(2) and O(1) variations of the model
with fictitious field can be implemented in terms of half sized single-fermion matrices,
see Sec.4.3.3]

In the implementation, the checkerboard approximation of Sec. requires
some attention. Two-site hopping matrices

0 et
T — . )
[e—lAu ti; 0 ] (5:94)

can easily be exponentiated:

af _ Ch(ati]‘) el Sh(atij)
¢ = |:e_'h4ij sh(at;;)  ch(at;) |’ (5.95)

but the exponentials of four-site (plaquette) hopping matrices, which lead to a
smaller systematic error (see Sec.[5.3.1.1), cannot easily be brought into a simple
analytic form. Here it is necessary to compute the matrix exponentials numerically.
Since they can be precomputed once at the start of the simulation, this does not
introduce any significant computational cost.

The artificial flux is very effective in controlling finite-size effects that set in
already at moderately low temperatures. See Fig. for an example for the drastic
improvements realized with the fictitious field. The location of the peak in Fig.
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does not only move strongly between different system sizes, but the peak value is also
very erratic: The maximum of ¥, is smaller for L = 12 than for L = 10. In contrast,
the behavior in Fig. is much more systematic with a smooth development
starting at the smallest lattice size shown.

5.4.3 Twisted boundary conditions

The artificial orthogonal pseudo-magnetic field works very well to lower unsystematic
finite-size effects. Unfortunately it cannot be applied in all situations. Since it breaks
lattice translational invariance, we cannot analyze non-local fermionic correlation
functions such as the momentum-resolved Green’s function from data obtained in
simulations with the field.

One major source of finite-size effects in these quantities is the discretized mo-
mentum resolution for small systems. The first Brillouin zone for a L x L system
only has L distinct momentum values per direction. To enhance this resolution we
have run additional simulations without the perpendicular flux, but instead with
in-plane vector potentials

)]
A% = x(ny,n,, O)T4—z (5.96)

with n; = 0,1, 2,3, the positive sign for as € {xT,yl}, and the negative sign for
as € {x|,yT}. Note that here B* = V x A* = 0. Upon introduction of this vector
potential the hopping terms of the fermionic action transform like

T T +i 32 [y (i—i)+n2(o—i2)] — T ],
Ipaiswajs - aisll‘/)ajse 4L - 11[)011'57‘1/)ozjs’ (5.97)
where we have introduced basis transformed fermionic operators

~ .2_7-5 . .
LJ_S — et [”1J1+n2]2]’ (5.982)

{/;ajs — eﬂi—f[nﬂl‘*nz]'z]' (5.98b)

In terms of these operators we have twisted boundary conditions instead of explicit
Peirls phases:

— eFiimq) (5.99)

fJJT — eiii—f[nl(jl"‘L)"'"zjz]l/)T
o,j+Leq,s a ajs

,Jjt+Lei,s

and equivalently for the e, direction. Twisted boundary conditions affect momentum
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space:
S - 1 Zeik-rj T 1 Zeik~(rj+Le1+Le2){/;T
aks — ajs a,j+Lej+Ley,s
v N, 7 VN 7
— 1 E eik~rj eileiii—gnleikzLii%nz ,(/;T (5100)
J

N

-~
!

=1
such that the allowed momenta are

k= i—:(4nk1 F 1y, 4 F 1) (5.101)
for integer n;,, n,,. This signifies of course that in a single simulation we obtain data
at different k values for the xT, y| fermions than for the x|, y T fermions. But since
we run separate simulations for all combinations of n; = 0, 1,2, and 3, in combination
we have data for all spin and flavor indices at these momenta. Effectively we achieve
a fourfold enhancement of momentum space resolution in each lattice direction for
fermionic observables. Note that for the O(2) and O(1) models the blocks of the
Green’s function corresponding to cross terms for mixed k values are zero.

Averaging over multiple such twisted boundary conditions has been suggested
as an effective means to reduce finite-size effects [[161-163]]. This would be an
alternative to the orthogonal pseudo-magnetic field for local fermionic observables,
which, however, entails a higher computational cost due to the necessity of running
multiple simulations.

5.5 Aspects of data analysis

In the previous sections of this Chapter we have discussed various technical aspects
related to the generation of time series of observable measurements in DQMC
simulations. Here we direct our attention to the evaluation of these data.

One advantage of the Monte Carlo method is that it is “embarrassingly parallel”.
We can easily run independent simulations for multiple random seeds in parallel and
average over the combined data, once they all have reached equilibrium. This simple
method of parallelization is applied on top of the parallelized replica exchange
mechanism and helps to reduce the “wall clock time” needed to obtain data of
a desired statistical quality. We simply concatenate the equilibrium time series
obtained in such independent simulations. Typically we combine between 2 and 5
equivalent simulations.
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Statistical errors are estimated by the jackknife method or, when sufficient, by
simple blocking [[164].

Since there is a great variety of fermionic and bosonic correlation functions that
can be of physical interest, it has turned out to be useful to save entire spacetime
configurations of the bosonic field @ at roughly every 10th measurement sweep.
In this way various fermionic observables can be implemented and evaluated after
having run the simulations. While this requires to recompute the Green’s function for
each sample, that is much faster than rerunning the simulations. This has also eased
collaboration, allowing to use Y. Schattner’s code for the evaluation of imaginary-
time displaced fermionic correlation functions on data obtained in replica exchange
DQMC simulations. While this procedure entails high storage requirements, they are
manageable (~ 20 TB from those simulations that were run for the data presented
in this thesis).

We discuss two aspects related to data analysis in more detail: The multiple
histogram reweighting method to combine data obtained at different values of
the tuning parameter r in an statistically optimized way in Sec. and how
to efficiently evaluate momentum and frequency resolved correlation functions in
Sec.

5.5.1 Multiple histogram reweighting

The structure of the action of the SDW model introduced in Sec. where the
dependence on the tuning parameter r is fully contained in the bosonic part S,,, al-
lows to easily relate the grand canonical probability distribution of a configuration @
atavalue r, p,[@], to the distribution at another value r': p,.[$] o< e " E@)p (B),

where E(@) = &° 0 @;(£)?. From this relation one finds an expression for the

2
expectation value of an observable O at r’ in terms of expectation values at r, which
in turn can be estimated by time series averages from a Monte Carlo simulation

carried out at r:

o), = (0T, 3,0,
T (e—(r'—nE) = Zne—(r’—r)En ’

where n goes over the series of measured samples and O, and E,, are computed from
the same system configuration. This reweighting procedure [[165]] is effective over
quite a wide range around r, see Fig.

In our replica exchange simulations we obtain Monte Carlo data for multiple close
values of r. Building on the observation (5.102), we can use the combined infor-
mation from these time series for r,, k = 1,...,K, to obtain improved observable

(5.102)
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Figure 5.16: DQMC data for the ratio (¢*)/(%*)? related to the Binder parameter of ¢ =
% |Zi,,Z @i(€)| for the O(2) model at L = 6 = f3. Comparison to data reweighted from
a single time series at r = 0.2, [(b)] comparison to multiple-histogram reweighted data, incorporat-
ing all time series [zoomed in]. In each case error bars have been estimated by performing the
entire analysis on jackknife blocked time series.

estimates at r; < r < rg using the technique of multiple histogram reweight-
ing [[166), [167]).° To do so we write the expectation value as
[dEQ(E)e ™ O(E)
T [dEQ(E)e~E
| D 5(E[¢]-E)O[§]
[D@S(E[$]1—E)

where all non-r-dependent parts of the action are contained in the density of states

Q(E). We discretize E into levels E, spaced AE apart and search the optimal
estimator for Q(E,), which reads

with

O(E) = , (5.103)

Q — ZKHGK[gaK(l_AEQae_rKEa"'fK)]—l
' ZK MKAEe_rKEa+fK[gaK(1 - AEQae_era"‘fK)]_l ‘

(5.104)

Here H,, is the count of samples with E € [E_, E, + AE) in the time series with
r =r,, &4 iS a statistical inefficiency factor related to the integrated autocorrelation

6A detailed discussion of the multiple histogram reweighting method is also given in the author’s
diploma thesis [[152]].
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time of the indicator function for this count, M, is the total number of samples for
r.,and f, =—InZ(r,) is given by

fo=—InD O, AEeTE, (5.105)
a

Empirically, we find it adequate to set g, = 1. Iteration of Egs. (5.104) and (5.105)
yields a converged estimate of {2, and following Eq. (5.103) we compute the estimate
of (O), as a weighted average of the time series of O for the different r,:

ZI;:] Zi\l/lle OKHWKn(r)

or)= (5.106)
ZI;:] Ziixl WKn(r)
with weights
Q —TrE,
X(IK'H (le (5.107)

wa(r)=) ~—=-—>
" a ZKHCIK

where y,., is the indicator function for E € [E,, E, + AE) evaluated at the n-th
sample of the time series for r,..

The multiple histogram reweighting method allows us to finely interpolate between
the original values r, of our simulations. In addition it provides a reduction of
statistical error bars in the reweighted estimates compared to averages from single
time series, see Fig. In this work we have used the method for bosonic
observables related to the magnetic transition, although it can be extended directly
to all fermionic observables.

5.5.2 Correlation functions via fast Fourier transform (FFT)

Momentum and Matsubara frequency resolved correlation functions can be computed
efficiently from real space and imaginary time data, when a routine for fast Fourier
transform (FFT, implemented for instance in FFTW [[168]]) is applied [90, Sec. 3.6].
From a bosonic configuration @,(7) we can compute the frequency and momentum
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resolved SDW susceptibility as follows:
1 p . .
H@io) =350, f f d71d, e TG (2,)5,(7,))
s i,j 0

AT . . AT i i

—N elwne1AT_qui_’_ 0 AT) — e—lwnézAT+lq.rj->4 (AT

5/5<N—5/52 (0, A7) Nsﬁ; 3,(6,A7)
»to

i
N

=N, <Z 15" (k, wn)|2>.
n=1

(5.108)

Here ®"(k, w,,) is the Fourier transform in imaginary time and space of the nth
components of the bosonic configuration @;(7), which can be computed quickly by
FFT.
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6 Phase diagrams and competing
orders

Having presented the numerical methods applied for the DQMC simulations of this
thesis, we now turn to discussing the physical results obtained in this way. Here
we focus on the O(2) variation of the metallic spin-density wave (SDW) model
introduced in Sec. For convenience we repeat the definition of its action

S=SF+SFB+SB=fOﬁdT(LF+LFB+LB) with

LF - Z ,L/Jals ‘u’)6ij - taif]wajs >

i,j,8
a=x,y

Lig=AY @55 g1 4l . +he,

i,s,s"

w S A Lo i)

(i.j)

Here the fermions are coupled to a real bosonic vector field @ representing fluctua-
tions of a commensurate SDW order parameter at wavevector Q = (7, ). At zero
temperature the parameter r tunes through a quantum phase transition (QPT) at
r = r, with antiferromagnetic electronic order for r < r, and paramagnetism for
r > r.. We expect this transition to be continuous such that r, marks the location of
a quantum critical point (QCP).

Despite the low spatial dimension d = 2 the O(2) symmetry of ¢ allows a quasi-
long-range ordered SDW phase to occur also at finite temperatures. Since the
tendency towards this order is explicitly put into the model, we can generally expect
to find such a phase at low values of r and low temperatures T. Apart from this
phase, instabilities towards other types of electronic order can realize additional
phases as emergent phenomena from the coupling to the SDW order parameter. The
most prominent among these is an unconventional d-wave superconducting (SC)
phase, which has long been anticipated to be formed by SDW fluctuations in the
vicinity of a QCB see Sec.|2.2.3

In this Chapter we discuss the finite-temperature phase diagrams of the O(2)
SDW model obtained in unbiased numerically exact DQMC simulations for various
values of the Yukawa coupling A and the bare bosonic velocity c. These are mainly
characterized by the competition of SDW and SC quasi-long-range order, but we
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also examine tendencies towards additional types of order. These data have been
obtained in a collaborative effort: Y. Schattner has evaluated all fermionic observ-
ables analyzed in the following, in part from the same replica exchange simulations
used to compute the bosonic SDW correlation functions and in part from additional
grand canonical DQMC simulations.

This Chapter contains the following sections: In Sec.[6.1)we describe how a finite-
temperature SDW transition is identified in the O(2) model. Sec. describes the
phase diagram for the A = 1, ¢ = 1 model obtained in this way. In Sec. [6.3|we focus
on the identification of the transition into a superconducting phase. The rich phase
diagram of the A = 3, ¢ = 2 model is then discussed in Sec. In Sec. [6.5 we focus
on the phase diagrams for additional parameter sets: A =1,1.5,2 with ¢ = 3, and
we show a general trend for the dependence of the maximum superconducting T..
The results of this Chapter are discussed in Sec.

6.1 Analysis of the spin-density wave (SDW)
transition

As stated by the Mermin-Wagner theorem [[17] the metallic O(2) SDW model on
a two-dimensional lattice cannot show magnetic long-range order at any T > O.
Nevertheless, a finite-temperature phase transition of the Berezinskii-Kosterlitz-
Thouless (BKT) type [[137H139] is not precluded in this O(2)-symmetric model.
From the SDW order parameter ¢ we define a local magnetization density m;
= % f 0/5 dt @;(7) and the total magnetization density it = 15 ., ;. In the thermo-
dynamic limit of our model, N, — oo, the expectation value (|7i|) vanishes at any
T > 0. Below a transition temperature Tgp,, there is quasi-long-range order with
(Im|)(L) # 0 only for finite systems.
When approaching the BKT temperature Ty, from above, the magnetic correla-
tion length £ diverges exponentially
E~exp(b(T—Tepw)™"), T—TE, (6.1)
with an exponent v = 1/2 and & stays infinite for all T < Tgp,,. Hence, the entire low-
temperature BKT phase is critical. Spatial correlation functions of local magnetization
fluctuations decay exponentially above Ty, and with a power law below Tgpyy:

(6.2)

a e M/ T > Tspw»
(mm; - mi+x> ~

X7, T < Tgpw-
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Figure 6.1: System size dependence of the SDW susceptibility y in the O(2) model with A =1=¢
at f = 1/T = 14 for various values of the tuning parameter r. Lines show best fits of y ~ L2™"
with 11 < 1/4 inside the SDW phase and 1 = 1/4 identifying the BKT transition.

Here the critical exponent 17 depends on temperature and takes on a universal value
of N(Tgpw) = . = 1/4 at the BKT transition.

To identify Tgpyy from our numerical data we follow the procedure suggested in
Refs. [[169} [170]]. We study the finite-size scaling of the spin-density wave suscepti-
bility for order at wavevector Q, which is given by

B
2 =B (M i) = J dt Y (3(1)$e(0)) = BL3(i3). 6.3)
i 0 i

From Eq. we expect a finite-size scaling behavior like

2 =B (o) ~ B3 e ~ J &2r 1D
i i L2
21 L
=p f do J dr r'10 ~ g2 (6.4)
0 0

for T < Tgpy and for slightly higher temperatures, where & still exceeds L. While
this scaling law can only be expected to hold perfectly for large system sizes, we
find the numerical data on the limited range of L available to us to be mostly well
consistent with this power law, see Fig. for an illustration.

The multiple-histogram reweighting method provides data to us with very high

117



6 Phase diagrams and competing orders

2.5

fitted exponent 1
— — D
(e} W o
1 1 1
\I\
(|l

<
[
1

///

0.0 —

0.10 0.15 0.20 0.25 0.30 035 040 045 0.50
tuning parameter r

Figure 6.2: Fitted exponent 7 as a function of the tuning parameter r for the scaling law of the
SDW susceptibility ¥ ~ L*™", here shown for A = 1 = c at § = 1/T = 14. From this data
rspw = 0.223(2) is identified by the universal value 1, = 0.25 (dashed lines). The statistical
error of 7 is larger for r 2 0.35 than at lower values because data sets from two separate replica
exchange simulations have been combined in this figure.

resolution in the tuning parameter r. We scan over r for a constant temperature T
and fit the relation In y = a + (2 —n(r))InL at each point to determine 1(r). Here
we identify points (r, T) in the phase diagram where this fit to our data is successful
with n < 1/4 as belonging to the quasi-long-range ordered SDW phase. We search
for n(rgpw) = 1/4 to pinpoint the location of the BKT transition at this temperature
T = Tgpw as visualized in Fig. This estimate for rgp,, coincides approximately
with the intersection point of the scaled SDW susceptibility y /L% " for different L.
This is shown in Fig. [6.3|for the data set of Sec.
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Figure 6.3: Scaled SDW susceptibility y /L2~ with 1, = 1/4 for T = 1/8 and various system sizes,
here shown for A = 3, ¢ = 2. The vertical line marks rgp, as estimated from fitting y ~ L2™"
with 1 = n.. Symbols with error bars are estimates from single-r data. Continuous lines with
surrounding error regions are results of the multiple-histogram reweighting analysis. The inset
shows an enlarged view of the region around the intersection.

6.2 Phase diagram for A =1=¢c

By performing the 1)-fit procedure for a range of temperatures 1/30 < T < 2 we
have obtained the A =1, ¢ = 1 phase diagram displayed in Fig. Here we show
the BKT transition temperature Tgp,, in dependence of the tuning parameter r. The
transition line separates a quasi-long-range ordered SDW phase at low T and low r
from the paramagnetic phase. Interestingly, this line is essentially straight at high
temperatures, but at T ~ 1/8 we observe a deviation with Tgp,(7) bending down
from the extrapolated straight line. A quantum phase transition can be anticipated
to lie in the range 0.2 < r, < 0.3, while a continuation of the linear behavior at high
temperatures would yield 7. ~ 0.4.

At this low value of the Yukawa coupling A the influence of the SDW order param-
eter on the fermions is rather weak. The temperatures accessed by us apparently are
not low enough to tune sufficiently close to the anticipated QCP to observe strong
features. For instance no signs of superconductivity can be seen. Since the compu-
tational cost of going to lower temperatures is high, we focus on other parameter
regimes in the following. Firstly, we enhance the Yukawa coupling A. Secondly,
we also adjust the bare bosonic velocity ¢ to larger values. This tunes the model
further away from the purely bosonic ¢* quantum field theory (decoupled from the
fermions, ¢ = oo would correspond to a classical model). By taking into account
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Figure 6.4: Phase diagram for A =1 = c. Shown is the BKT transition temperature Tgpyy, estimated
by a fit of y ~ L2, as a function of the tuning parameter r. Fits generally considered a range of
system sizes L = 8,..., 14, with a complementary wider range L = 8,...,18 used for two data
points. The inset shows data on a large temperature scale. The dashed line is a linear fit to Tgpy (1)
at high T. Continuous lines are guides to the eye.

multiple parameter sets we also avoid accidentally focusing on a single special point,
while we seek to understand universal phenomena.

6.3 Identification of the superconducting transition

In this Section, before discussing in detail the rich phase diagram of the A = 3,
¢ = 2 SDW model in Sec. we outline how to identify the transition into a
superconducting phase from numerical data.

Our starting point is that a superconducting state can be characterized by the
current response to a vector potential A. Here we follow Scalapino et al. [171}, [172]].
The kinetic part of the action in absence of A reads

PRY == 8 (Pl i+ P (6.5)
a,s,
{i.j)
A vector field A(r}, t) = (A,(r;, t),0,0)T is implemented via Peirls phase factors

e sWars = €Y Y (6.6)

a,l+eq,s a,l+eq,s
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with the electronic charge e. Inserting these into Eq. (6.5) and expanding to order
A? yields

il

QP_TKA% = ’{,b_]K! - Z |:€A1 (rl) IZ tlas ( (’x,l+e1,s¢a,l,s - a,l,sllja,l-rel,s)
1

a,s

-~

FHCD)

1 N +
+ EeZA%(rl) Z(_tlas)( ;,l+e1,sl‘ba,l,s + w('x,l,sllja,Hel,s) ] (6.7)
a,s

J/

(1)

with the first component of the paramagnetic current density ej; (r;) and the kinetic
energy density k,(r;) associated to e;-oriented bonds. The total current density is
obtained from

oK
0A,(r;)

Ja(r) =— = ejf(rz) + %k (1A, (). (6.8)

For a plane wave vector potential A,(r;,t) = Re [Al(q, o))eiq'rl_i“’t] the linear current
response (j,(r;, t)) = Re[(jl(q, co))eiq'rl_i“’f] is given by the Kubo formula

(j1(q, w)) = — [ez ((—=k1) — A11(q, @)) A (q, C')):I . (6.9)

Here the real-frequency current-current correlator A;;(q, w) can be retrieved by
analytic continuation, iw, — w + i0*, from the Matsubara-frequency resolved
correlator

B
: 1 lw,T (3 .
All(qjlwn):ﬁf dte'®n (Jf(q’T)Jf(_q)O)>: (6.10)

sJo

which can be directly accessed in DQMC simulations. For our applications the static
w = 0 correlator is sufficient at this point.

The Meissner effect in a superconductor follows from London’s equations, i.e. when
the current-density response in a transverse (q- A = 0), static and long-wavelength
(g, — 0) vector potential [[173] is given by

. 11
j1(g2) = 4_7_CﬁA1(Q2): (6.11)

which causes the magnetic field to be expelled exponentially with a penetration
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depth A = 1/# with the superfluid density p, and the electron mass m. For a
general static long-wavelength vector potential A we have

q:9;

Gi(@) = £ (@) [&j - ?]Aj(q) 6.12)

and in a superconductor we find

—f(q—>0):&: D,
e2 m  4me?’

(6.13)

where we have introduced the superfluid weight D,. Combining Egs. (6.9), (6.12)),
and (6.13) we have

el [(—ky)—AT], (6.14a)

0=—[(—k;)—A"] (6.14b)

with the limiting longitudinal and transverse responses

A"=A(q; > 0,9, =0, iw, =0), (6.152)
AT =A(q;=0,¢, — 0,iw, =0). (6.15b)

Setting m = 1, we obtain a combined expression for the superfluid density
1 L T
ps = Z[A —AT], (6.16)

which is non-zero if A;;(q, iw,, = 0) has different limits depending on the order of
q; and q, approaching zero. That is the case for long-range paramagnetic current-
current correlations in a superconductor. Note that in principle similar relations
can be derived to access the Drude weight and compute conductivity and resistivity,
which, however, may require an explicit analytic continuation [[171}, [172].

The finite-temperature transition into the superconducting phase is expected to
be of BKT character. At a BKT transition a universal relation involving a jump of the
superfluid density holds [[174]]. In the thermodynamic limit, p, is zero right above
the critical temperature T, and just below T, it takes on a value Ap, related to T, by
the universal relation

T.= gApS. (6.17)
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6.3 Identification of the superconducting transition

Figure 6.5: Finite-size superfluid density p,(L) for L = 8,10, 12 at various temperatures T across the
phase diagram of the A = 3, ¢ = 2 model. The universal value Ap = 2T/« at the BKT transition is
indicated by a horizontal solid line in each panel. In the three top row panels the system is never
superconducting.

We follow Paiva et al. [[175]] to estimate T, from our DQMC data making use of this
universal jump. On finite systems we cannot directly take the momentum limits in

Eq. (6.154)). Instead we define

AY(L)=Ay(q, =27/L,q, =0,iw,, =0), (6.18a)
AT(L) = Ay (q, =0,9, =27/L,iw, =0), (6.18b)
where the limits for q; and g, are replaced by the smallest finite momenta for that

system size. In the limit L — oo we retain A’(L) — Al and AT(L) —» AT. A
finite-size superfluid density can then be defined by

[AM(L)—AT(L)] (6.19)

I

ps(L) =

and p,(L) — p, for L — oo. Our strategy to find the boundaries of a superconducting
phase is to scan over all values of the tuning parameter r at constant temperature
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Figure 6.6: Superconducting susceptibility for order parameters of d-wave symmetry, P_(q = 0),
and s-wave symmetry, P, (q = 0), across the phase diagram of the A = 3, ¢ = 2 SDW model.

and to identify those points where p (L) > Ap; as part of the superconducting phase.
There is a slight size dependence, which constitutes the major source of error in
determining the superconducting T.. The behavior of p (L) is shown for the A = 3,
¢ = 2 model in Fig. This method of finding T, has the advantage of not relying
on a particular symmetry of the superconducting order parameter.

In a complementary approach we study the uniform pairing susceptibilities

B
P(q=0)= J dr > <A‘;(ri, 7)A (0, r)> with (6.20a)
0 i
A =2 (wiiTwiii + gw;nw;u) (6.20b)

for the two signs ¢ = £. The positive sign corresponds to s-wave symmetry with
A, not changing sign under a 7t/2 lattice rotation, which transforms between the x
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6.4 Phase diagram for A=3,c=2

and y fermion bands. Under the same rotation A_ changes sign, corresponding to
d-wave symmetry. Similarly to the SDW transition discussed in Sec. close to
the superconducting BKT transition the appropriate pairing susceptibility scales as
L>7" with continuously varying ), which takes on a value of n = 0.25 at T,. Without
performing a detailed analysis, it is evident from the data shown in Fig. that the
superconducting phase of the SDW model has d-wave symmetry, rather than s-wave
symmetry. Inside the superconducting phase P_(q = 0) increases rapidly with system
size, while P, (q = 0) is of much smaller magnitude and virtually independent of
system size.

6.4 Phase diagram for A =3, c =2

Using the techniques of Secs. and [6.3|we have computed the finite-temperature
phase diagram of the A = 3, ¢ = 2, O(2) SDW model displayed in Fig. There
is a quasi-long-range ordered SDW phase with a transition temperature Tgyy,y, that
decreases with increasing r. A magnetic quantum phase transition can be anticipated
where Tgpy approaches zero. In the vicinity of this point we find a dome-shaped
phase with quasi-long-range d-wave superconducting order. The superconducting T,
reaches a maximum of T, ~ 0.08 at r,,, ~ 10.2. In these units the Fermi energy is
Ep = 2.5~ 30T™. Both quasi-long-range ordered phases coexist in an intermediate
region. We focus on this region, where BKT scaling may no longer hold for the SDW
transition, in Subsec. [6.4.1] below.

A prominent feature of the phase diagram is how the SDW phase boundary line
Tspw () bends downwards. We have already seen before in the A = 1, ¢ =1 phase
diagram that this transition line departs from a straight line at a low temperature
T ~ 0.12, but in the A = 3, ¢ = 2 case this deviation starts at a lower temperature
T ~ 0.08, which approximately matches T"** of the superconducting transition, and
Tspw as a function of r is almost vertical from a point slightly above the crossing of
the superconducting dome. This bending is also shadowed in the SDW susceptibility
x over a wide range of the tuning parameter r on the magnetically disordered side
of the phase diagram, see Fig. For fixed r the susceptibility y is non-monotonic
in temperature with a maximum close to T, see Fig.

The non-interacting (A = 0) variation of our two-band fermion model has a
orbital magnetic susceptibility, that is paramagnetic in sign. Likewise, the high-
temperature magnetic response of the interacting A = 3, ¢ = 2 model is paramagnetic.
However, in a temperature regime starting already above T, we find the orbital
magnetic susceptibility to be diamagnetic. The temperature T4, where the orbital
susceptibility changes sign is approximately proportional to the superconducting
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Figure 6.7: Finite-temperature phase diagram for A = 3, ¢ = 2 showing the transition temperature
Tgpw to magnetic spin-density wave (SDW) quasi-long-range order, the superconducting (SC) T,
and the onset of diamagnetism at Tg;,. Lines are guides to the eye. Where they are solid, the
transition is of the Berezinskii-Kosterlitz-Thouless type. Inside the SC dome the SDW transition is
possibly weakly first order, indicated by a dashed line. The diagonally hatched region features
coexistence between SDW and SC quasi-long-range orders. In the inset we show the non-interacting
Fermi surfaces with the colors indicating the sign of the SC order parameter.

transition temperature, T4, o< T,, in a wide region of the phase diagram in Fig.
Its maximum is T3* &~ 0.15 ~ 2T,

It would be very interesting to evaluate the single-particle density of states N(cw,
T), but this would require an analytic continuation from our DQMC data at imaginary
times. However, we can use the relation [[176]]

N(T) = Ll TrG,(t = /2,0) = J zﬂ_TCfl(a;jw/z)N(w,T) (6.21)

to extract information about the low-energy density of states from the imaginary-time
displaced single-particle Green’s function G;. Since N(T -0)=N(w=0,T =0),
this integrated density of states is closely related to the ground state density of
states at low temperatures. N(T) is shown in Fig. It displays a reduction slightly
above the magnetic transition temperature Tgpy, (see panels (a) and (b) in Fig.[6.9),
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6.4 Phase diagram for A=3,c=2
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Figure 6.8: (a) Inverse SDW susceptibility y ! across the A = 3, ¢ = 2 phase diagram. Contour
lines of y ! are indicated gray. Here we show data obtained at L. = 14 at those temperatures
indicated by ticks on the left hand inside of the panel. In between those temperatures the data
is interpolated linearly. The resolution in the tuning parameter is very high thanks to multiple-
histogram reweighting. (b) SDW susceptibility y as a function of temperature near the maximum
of the superconducting dome for various system sizes L.

which is consistent with a partial gapping of the Fermi surface triggered by the onset
of SDW fluctuations. Similarly, a second decrease of N(T) sets in already above the
superconducting T, (see panels (b), (c), and (d) in Fig. . A low-temperature
extrapolation of N(T) suggests to reach zero already at finite temperature, see for
instance Fig. [6.9c. This indicates that the superconducting state is fully gapped.
Hence the superconducting order parameter is nodeless despite its d-wave symmetry.
This is allowed by the two-band structure of the SDW model, see the inset of Fig.

We interpret the onset of diamagnetism and the gapping of the Fermi surface above
T, as signatures of a regime of substantial finite-range superconducting fluctuations
as labeled in the phase diagram of Fig. |6.7

In Fig.[6.10| we show the finite-size superfluid density p,(L) at a low temperature
across the superconducting dome. Notably, it depends only weakly on the tuning
parameter r and no minimum is apparent inside the superconducting phase.

In addition to the quantities discussed so far we have evaluated charge-density
wave (CDW), pair-density wave (PDW), and bond-density wave (BDW) susceptibili-
ties to investigate whether there are further competing orders in this phase diagram.
The results are presented in Subsec. [6.4.2] below.

6.4.1 Competition and coexistence of magnetic and
superconducting order

We have already discussed two effects of the competition between SDW and super-
conducting orders in the A = 3, ¢ = 2 phase diagram: First, the phase boundaries
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Figure 6.9: Integrated density of states N(T) as a function of temperature for multiple values of r in
the A =3, ¢ = 2 model. The dotted lines mark the SDW transition temperature and the dashed
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Figure 6.11: Finite-size scaling of (a) the SDW susceptibility y and (b) the d-wave superconducting
susceptibility P_(q =0) at T = 1/30 in the region of phase coexistence at r = 9.417 and in the
non-magnetic superconducting phase at r = 10.026 of the A = 3, ¢ = 2 phase diagram.
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Figure 6.12: Best fits of In y = a + (2 —n)In L yielding n = 1/4 for the A = 3, ¢ = 2 model at (a)
T=1/8,(b) T=1/16, and (¢c) T = 1/20.

apparently avoid each other by a kink-like deflection. Second, the SDW susceptibility
is non-monotonic in temperature when it enters the superconducting dome.

We will now focus on the region where both quasi-long-range ordered phases
overlap in Fig. Here both the SDW and the superconducting susceptibilities
grow faster than ~ L7/* with the system size, see Fig. This signifies that here
both types of quasi-long-range order indeed coexist since we are below the respective
BKT transition temperatures, where the susceptibilities scale proportionally to L7/4.

However, we have some reservations concerning the character of the SDW transi-
tion inside this coexistence region. As demonstrated in Fig. at sufficiently high
temperatures T 2 0.06 the SDW susceptibility y is consistent with BKT theory and
nicely follows the expected scaling behavior y o< L?>~" with a continuously varying
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Figure 6.13: Critical exponent 7)(r) estimated for the A = 3, ¢ = 2 model at (a) T = 1/8 and (b)
T =1/20. In each panel the continuous line shows the result of fitting Iny = a+ (2—n)InL to
the DQMC data interpolated by reweighting with a shaded surrounding region giving a statistical
error estimate. The cross marks the estimate for rqpyy where 1) = 1/4. The fits that went into panel
(b) are of lower quality. Here the gray arrows indicate a more conservative estimate of the error
on rgpy, namely that 7 takes on any value from [0,0.5] for r in the error interval around rgpy.

exponent 7) allowing to identify the phase transition by the universal value ), = 0.25.
But at lower temperatures T < 0.05, which lie within the superconducting phase,
we observe systematic deviations from this scaling behavior on the range of lattice
sizes we have accessed. To account for a systematic error at these low temperatures
we give a wider estimate of the error on rgp,, allowing for values of n € [0,0.5]
(see Fig.[6.13p), while at higher temperatures we provide purely statistical error
estimates computed from the variance-covariance matrix of the linear fit. A precise
quantification of the systematic error in this finite-size scaling analysis would require
system sizes L that are larger by orders of magnitude and hence out of computational
reach. In Table 6.1 we summarize our results for rgny(T) as determined from fits
over five values L = 6,...,14, which are used to plot the SDW phase boundary
in Fig. and show in comparison results for a reduced range L = 8,...,14. In
Fig. the data points where we were not able to obtain a good fit (Tgpyy < 1/20),
are connected by bold dashed lines.

While we cannot exclude that these deviations are caused by finite-size effects, we
have some indications that the magnetic transition turns weakly first-order inside
the superconducting region, instead of being of BKT type. We have carried out
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6.4 Phase diagram for A=3,c=2

Table 6.1: Location of the SDW transition point rgpy in the A = 3, ¢ = 2 phase diagram for different
temperatures T as estimated by fitting the ansatz Iny, = a + (2 —n)InL to the data In y and
searching for 1 = 1/4 for two ranges of system sizes L = 6,...,14 (n = 5 data points) and

- 2
L=8,..,14(n=4. 2. =-5> [mx;%] is a measure to help with estimating the validity
of the fit, where ¢ is the statistical error of y. For T < 1/20 the ansatz does not fit the data well.

L=6,...,14 L=8,...,14

1/T  repw X ﬁof T'spw X i)f
4 7.54(3) 0.6 7.6(1) 0.3
5 8.10(3) 1.4 8.07(5) 1.6
6 8.51(4) 1.3 8.499(2) 1.1
8 9.13(2) 0.9 9.12(3) 1.4
10 9.53(1) 0.4 9.52(3) 0.5
12 9.72(1) 1.8 9.73(3) 2.5
13 9.73(1) 0.1 9.73(1) 0.1
14 9.72(1) 4.0 9.76(1) 0.3
16 9.71(1) 0.5 9.71(1) 0.6
20 9.68(8) 10.2 9.7(1) 13.6
26 9.68(5) 11.0 9.66(7) 7.8
30 9.66(6) 4.4 9.62(9) 3.7

extensive additional simulations at T = 0.05 for L = 14 for values of r in the vicinity
of the magnetic phase transition. These have allowed to resolve histograms of the
finite-system magnetization density |m| to sufficiently high precision to make out a
shallow double-peak structure when r is tuned to an intermediate value between
the magnetically quasi-long-range ordered and disordered phases, see Fig. The
location of this point is marked by a small cross in the phase diagram of Fig. If this
dip grows deeper for larger systems, this bimodal distribution can be understood as a
sign of phase coexistence at a first-order transition [[177]]. In our DQMC simulations
close to the approximate transition point we also observe noticeably longer statistical
autocorrelation times at T < 1/20 than at slightly higher temperatures, which may
be explained by a first-order nature of this transition.
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Figure 6.14: Histograms of the finite-system magnetization density || with statistical error bands
for the A =3, ¢ = 2 model at T = 1/30 and L = 14, resolved for various values of the tuning
parameter r. The histograms show a small suppression (indicated by an arrow) between two
peaks at r & 9.65 close to the estimated location of the SDW phase transition. The location of this
point is marked with a small x in the phase diagram of Fig.

6.4.2 Charge-density wave (CDW) and pair-density wave (PDW)
susceptibilities

To explore possible additional instabilities competing with superconductivity, we
turn to examine the susceptibilities of various density-wave orders near the magnetic
quantum phase transition (QPT). We begin by defining zero-frequency charge-density
wave (CDW) and pair-density wave (PDW) susceptibilities

B
Cl=), f dte 3 (Al(r;, T)A(1,0)), (6.22a)
i 0
p
Pg(q)=z f dT e ¥ (Al(r;, T)A(1,,0)), (6.22b)
i 0

where Ag(ri) = ZSZTJ (QP,'“-J/JXL-S + gl/);,islpyis): Ag(ri) =2 (lp,'dﬁ/);il + g",bj,iﬁp;,il)
with two possible signs ¢ = £. For both order parameters the positive sign corre-
sponds to d-wave symmetry and the negative sign to s-wave symmetry.

In Fig.[6.15| we show the momentum dependence of the d-wave susceptibilities
C_(q) and P_(q) close to the magnetic QPT. C_ shows the most interesting structure
with a peak slightly off q = (7, 7)7. In contrast P_ is strongly peaked at @ = 0
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Figure 6.15: (a) d-wave CDW susceptibility C_(q) and (b) d-wave PDW susceptibility P_(q) as a
function of momentum, shown here for A =3,c=2, L =14, T=1/12, and r = 10.4. The data
point P_(q = 0), corresponding to the uniform superconducting susceptibility, has been excluded
from the data.
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Figure 6.16: (a) d-wave CDW susceptibility C_(q) along a cut q = (7, q, )" of the Brillouin zone for
different system sizes in the A = 3, ¢ = 2 model. (b) Temperature dependence of C_(q = (7T, ¢rax)")
for various values of r at the momentum where it is maximal, here for L = 12.

and does not show distinct structure at finite momenta, indicating that there is no
noticeable tendency towards PDW order.

The momentum dependence of C_ is shown along a high-symmetry cutq = (7, q, )T
through the Brillouin zone in Fig. [6.16@. Here there is little dependence on the
system size with the data for different L almost collapsing on the same curve. This
suggests that the correlation length for CDW correlations is short compared to these
lattice sizes and that the results are already equivalent to the thermodynamic limit.
There does not appear to be any long-range or quasi-long-range CDW order in the
d-wave channel. In Fig. we show the temperature dependence of C_(q =
(7, qmay)T) for three values of r across the phase diagram. The CDW wavevector
Omax = (70, @rmax & 0.83)T corresponds to the maximum of C_(q). Apparently C_(q,.x)
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Figure 6.17: (a) CDW susceptibility in the non-interacting model along a cut q = (7, q, )" of the
Brillouin zone for different system sizes, shown here for T = 1/40. (b) Temperature dependence
at its maximizing momentum.
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Figure 6.18: (a) s-wave CDW susceptibility C,(q) and (b) s-wave PDW susceptibility P,(q) as a
function of momentum, shown here for A=3,c=2, L =14, T =1/12, and r = 10.4.

is maximal at a temperature close to max{T., Tspy}, potentially as a consequence
to a reduced density of states below that temperature where superconducting or
SDW order sets in. As a function of the tuning parameter r the susceptibility C_
is maximized close to the location of T™™, i.e. in the vicinity of the SDW quantum
phase transition. Nevertheless, the PDW susceptibility P_ remains larger by an order
of magnitude there.

The enhancement of C_ at q,,,, may be understood already from the non-inter-
acting A = 0 model. In that case the CDW susceptibility is peaked at the same
wavevector qy,,, ~ (1,0.83)7, see Fig.[6.17a. Note that qy,, is distinct from the
wavevector Q = (7, )T linking two hot spots. As the temperature is lowered
C_(Quay) increases and finally saturates, see Fig. [6.17p. At the maximum, the
numerical value of the non-interacting CDW susceptibility is about 40% lower than
C_ for the A = 3, ¢ = 2 model.
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Figure 6.19: (a) s-wave CDW susceptibility C,(q) along a cut q = (7, q, )" of the Brillouin zone for
different system sizes in the A = 3, ¢ = 2 model. (b) Temperature dependence of C_(q = (7, 7)T)
for various values of r, here for L = 12.

We continue with the s-wave susceptibilities C, and P,. Their momentum depen-
dence close to the magnetic QPT is shown in Fig. C,(q) is peaked at (7, )T
or very close to that wavevector. Its maximal value is approximately three times
lower than that of C_. Similarly to P_, P, does not show features at finite momenta.
At the same time its amplitude is much smaller than that of P,. Much like C_ the
s-wave CDW susceptibility does not show any strong size dependence as shown in
Fig.[6.1%. It only depends moderately on temperature, see Fig. [6.19b.

In addition to the CDW susceptibilities C, we have also examined the bond-density
wave (BDW) susceptibilities

B
B, ,(q) = J dt (bz’n(q, 7)b, ,(q,0)) with (6.23a)
0

bC,TI(q) = %Z |: jc,k,sl/)x,k+q,s + nl/);,k,sl/)y,k+q,sj|

s,k

x[ cos(k,) + cos(k, +q,) + ¢ cos(k, ) + { cos(k, + qy)] (6.23b)

for {,n = %, shown in Fig. There are peaks at momenta far from (7, )7, but
the dependence on system size and temperature is weak. These data for alternative
form factors support the finding that there is no long-range CDW order in the SDW
model.
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Figure 6.20: (a-d) Bond-density wave susceptibilities across the Brillouin zone for the A =3,c =2
model at T = 0.1, L = 14, and r = 10.4. Here the q = 0 value is interpolated from the four
neighboring momenta. (e-f) Temperature and system size dependence of B, , at q = (0, 7)T,
where it is maximal.

6.5 Phase diagrams for several values of A and c =3

To complement the detailed discussion of the A = 3, ¢ = 2 phase diagram of the
previous Section and to provide a wider perspective, we have run additional replica-
exchange simulations with the bare bosonic velocity ¢ = 3 at three smaller value of
the Yukawa coupling A = 1, 1.5,2. Carrying out the same type of analysis as before,
we have evaluated the phase diagrams shown in Fig.

As in the other phase diagrams presented above, we find a quasi-long-range or-
dered SDW phase with a transition temperature Tgp,, that decreases with increasing
values of the tuning parameter r. An extrapolation of these phase boundaries has
provided an estimate for the location of the magnetic quantum phase transition at
r =r, for each value of A. While the finite-temperature SDW transition may become
weakly first-order at low temperatures, for the temperature range considered here
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Figure 6.21: Finite-temperature phase diagram for A = 1, 1.5, and 2 at ¢ = 3. Shown are the
transition temperature into SDW quasi-long-range order Tgny and the estimated location r, of
the magnetic quantum phase transition at T = 0 (marked by a star). Where applicable the
superconducting (SC) transition temperature T. is also shown. Lines are guides to the eye.

the transition remains mostly continuous. For A = 1 the SDW phase remains the only
ordered phase down to the lowest temperature T = 1/40 we have accessed in this
study. For the higher values of the Yukawa coupling A an additional superconducting
phase emerges close to the quantum phase transition. At A = 1.5 the tip of a d-wave
superconducting phase can just be resolved with T"** & 1/40, while we can clearly
map out a d-wave superconducting dome with T"* & 1/20 for A = 2.

All three phase diagrams in Fig.[6.21|feature a change of slope of the Tqp,, boundary
at a low temperature T ~ 0.07. We observe this bending already at a slightly higher
temperature T ~ 0.12 in the A = 1 = ¢ phase diagram of Fig. In these cases
this change of curvature does not seem to be directly related to a superconducting
phase. On the other hand in the A = 3, ¢ = 2 phase diagram of Fig. where
T™™* is higher, a similar bending tracks the superconducting T, and also sets in at a
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Figure 6.22: Inverse SDW susceptibility y ! across the phase diagrams for three values of A and
¢ = 3. Contour lines of y ! are indicated gray. Here we show data obtained at L = 14 at those
temperatures indicated by ticks on the left hand inside of the panel. In between those temperatures
the data is interpolated linearly. The resolution in the tuning parameter is very high thanks to
multiple-histogram reweighting. Compare to Fig. [6.8b|for 2 =3, ¢ = 2.

temperature T ~ 0.07. The curvature of the Tqpy line for A =1,1.5,2and c =3 is
also reflected in the contour lines of the SDW susceptibility y in the paramagnetic
phase, see Fig.

Comparing the phase diagrams of Fig.[6.21|with the A = 3, ¢ = 2 phase diagram of
Fig. we find that T™ grows with the Yukawa coupling A. This is an example for
the more general trend demonstrated by Fig. [6.23| where we display the dependence
of T, some times only roughly estimated, on A and the bare bosonic velocity c.
Up to an intermediate value A ~ 3, T™* rapidly grows as T."** ~ A%, At higher
coupling strength it saturates eventually. Note that the physical interpretation of the
parameter A is not totally straight forward: To a certain degree a change of its value
can be balanced by rescaling the bosonic field ¢, mere variables of integration in
the partition function. It is best to compare T"** with all other parameters fixed.
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Figure 6.23: Dependence of the maximal superconducting transition temperature T on the
Yukawa coupling A for three values of the bare bosonic velocity c. Temperatures T < 0.025 have
not been accessed in this study (gray region).

6.6 Discussion

With the results shown in this Chapter we have, to our knowledge, for the first time
obtained the full finite-temperature phase diagram of a metal coupled to an SDW
order parameter in a controlled, unbiased way. Our data provides the numerically
exact solution of a model featuring an SDW quantum phase transition. Without
any approximation beyond the finite sizes of the lattices we have studied and the
discretization of imaginary time our results prove that a quasi-long-range ordered d-
wave superconducting phase emerges in the vicinity of such a quantum critical point.
This has been expected for long time, but has not been shown explicitly without
uncontrolled approximations before. Our results are expected to hold universally for
an O(2) SDW quantum critical point in a metal on a square lattice as long as the
important physics are driven by the hot spots on the Fermi surface.

The d-wave superconducting phase of the A = 3, ¢ = 2 model has a highest
transition temperature of the order T ~ E;/30, where Ej is the Fermi energy.
Hence, a system described by this model can truly be characterized as a high-
temperature superconductor. Above T, we find a regime of strong superconducting
fluctuations where the orbital magnetic response is diamagnetic and we observe
a reduction in the single-particle density of states. Inside the superconducting
phase our results indicate a region of coexistence with SDW order. It has been
pointed out before that itinerant SDW order can coexist with an unconventional
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6 Phase diagrams and competing orders

superconducting state for a system where that would not be possible for conventional,
non-sign changing s-wave pairing [[178].

The numerically obtained phase diagram in Fig. is strikingly similar to the
experimental phase diagrams of many unconventional superconductors like the
electron-doped cuprates, iron-based superconductors, or organic superconductors,
see Chap. 3| This suggests that physics in these materials may essentially be driven
by the same universal mechanism captured by our itinerant SDW model.

To describe the phenomenology of the most widely studied class of high-T. super-
conductors, the hole-doped cuprates, frequently models are employed that are very
similar to the one studied by us. Therefore it is interesting to compare our results to
the experimental findings. At first sight, our phase diagram with a d-wave supercon-
ducting dome in proximity to a Néel ordered SDW phase is similar to those of the
hole-doped cuprates. However, in those phase diagrams no region of coexistence
between the two types of orders is observed. Rather both transition temperature
lines collapse to zero before they meet, cf. Fig. on p. The normal state at
temperatures above the SDW phase, this intermediate region, and the underdoped
side of the superconducting dome has received much attention because it features
the puzzling pseudogap phase. As predicted for a similar spin-fermion model [179],
our model exhibits a gap in the single-particle energy spectrum at temperatures
above the ordered phases. However, this gap sets in at a temperature roughly pro-
portional to the superconducting T, and never larger than approximately 27T.. Thus
it should be discerned from the pseudogap phenomenon of the cuprates, which
extends over a far larger region of the phase diagram. The diamagnetic fluctuations
seen above T, in our model, however, are similar to observations in the hole-doped
cuprates [[180, [181]].

In all our numerical phase diagrams we find a characteristic downward bend-
ing of the magnetic phase transition line Ty, as the quantum phase transition is
approached (see Fig. for A = c =1, Fig. for A = 3, ¢ = 2, and Fig.
for A = 1,1.5,2, ¢ = 3), which is reflected in the contour lines of the SDW sus-
ceptibility y (see Fig.[6.8afor A = 3, ¢ = 2 and Fig. for A=1,1.5,2, c = 3).
For A =3, ¢ = 2 and possibly A = 1, ¢ = 3, where T is high, this phenomenon
could be associated to the competition between the SDW and superconducting order
parameters. A related shift of the quantum critical point has been predicted to
arise from the competition between the two order parameters [[182] [183]] and a
comparable behavior has been observed in unconventional superconductors such
as Ba,_,Co,Fe,As, [184]]. Moreover, the kink-like change of slope of the two phase
boundaries in the r-T plane upon meeting each other corresponds to the behavior
expected in Landau theory for two order parameters coupled through a repulsive
quartic term [[185] Sec. 4.6]. However, in the cases of A =1 and A = 1.5, where T,
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is lower, the SDW transition line appears to bend downwards without the influence
of the superconducting phase, which suggests that this may be caused by a different
mechanism. In the A = 2, ¢ = 3 phase diagram of Fig. [6.21k, which exhibits an
intermediate T, the curvature of Ty, possibly changes two distinct times, once
at T ~ 0.07 and another time at a lower temperature shortly before entering the
superconducting phase, but error bars on the available data do not allow to say with
certainty. In Hertz-Millis theory a linear dependence Tqpy () would be predicted,
but the case of spatial dimension d = 2 and dynamical critical exponent g = 2 is
marginal [[30] and, more fundamentally, the Hertz-Millis approach lacks formal
justification in d = 2 [[20, 34].

To probe our model for emergent orders in addition to superconductivity we have
examined charge-density wave (CDW), pair-density wave (PDW), and bond-density
wave (BDW) susceptibilities in the vicinity of the magnetic quantum phase transition.
Compared with the non-interacting model, we have found a moderate enhancement
of CDW fluctuations with d-wave form factor. However, these are not long ranged
and certainly there is no indication of a near-degeneracy between superconducting
and CDW order parameters close to the quantum phase transition. This suggests that
spin fluctuations do not provide an interaction that leads to strong CDW fluctuations
on their own and that additional, non-magnetic interactions would be necessary
to stabilize a CDW phase. This conclusion is consistent with Refs. [[1864189] and
indicates that a linearization of the Fermi surface close to the hot spots, mentioned
in Sec. may be too strong an approximation.

We have also studied the superfluid density across the phase diagram of the A = 3,
¢ = 2 model. It has been proposed that a sharp minimum of the low-temperature
superfluid density could be used generically to locate a magnetic quantum critical
point inside a superconducting phase [I3, [190] after it had been observed in the iron-
based superconductor BaFe,(As;_,P,), [191]]. The data from our DQMC simulations
do not show such a minimum anywhere inside the superconducting phase. This is
consistent with field theoretical analysis [192]] and measurements of a different iron-
based superconductor Ba,_,Co,Fe,As, [[184]], suggesting that quantum criticality
does not drive such a mechanism [[193]].

The results presented in this Chapter do not directly address questions on metallic
SDW quantum criticality. Since in our model the magnetic quantum phase transition
always lies inside the superconducting phase, we cannot directly study the pure
quantum critical point. This is further complicated by the possibly first-order nature
of the SDW transition at low temperatures. Nevertheless, in the following Chap-
ter we will see that we can access a crossover regime above the superconducting
T. where the physics is dominated by the quantum critical phase underlying the
superconducting dome.
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7 Manifestations of quantum critical
behavior

In this Chapter we analyze critical correlations caused by the magnetic quantum
critical point (QCP) of the metallic O(2) SDW model. Due to the instability towards
d-wave superconductivity we expect the QCP to be always shadowed by a super-
conducting phase at sufficiently low temperature. Since physics are fundamentally
altered inside this gapped phase, the best way to study the properties of the un-
derlying QCP from Monte Carlo data is not by zero temperature simulations’, but
by studying the model at intermediate temperatures above the superconducting T.,
with the parameters tuned such that we can still access the quantum critical regime
associated to the QCP To this end we have mainly studied the model at the Yukawa
coupling A = 1.5 with bare bosonic velocity ¢ = 3, corresponding to one of the
phase diagrams of Sec. At this coupling strength T, is just barely reached in
our DQMC simulations.

This Chapter is structured as follows: In Sec.[7.1|we give a detailed analysis of the
SDW susceptibility across the phase diagrams, not only with Yukawa coupling A =
1.5, but also with A = 1 and A = 2. In Sec.[7.2)we study the single-fermion properties
of the A = 1.5 model, indicating a breakdown of Fermi liquid theory. Sec.[7.3|provides
a complementary investigation of the gap structure in the superconducting phase
for A =3, ¢ = 2. Finally the results are discussed in Sec.

Like the results of the previous Chapter, the data presented here has been obtained
in a collaborative effort. As such a code developed by Y. Schattner has been used to
compute fermionic imaginary-time displaced observables for the analysis in Sec.
and he has evaluated the data shown in Secs. and

7.1 Magnetic correlations

In this Section we present a thorough examination of SDW fluctuations across
the entire finite-temperature phase diagrams for values of the Yukawa coupling
A =1,1.5,2 and bare bosonic velocity ¢ = 3. To investigate magnetic fluctuations
we analyze two susceptibilities evaluated independently from the same DQMC
simulations: The susceptibility of the bosonic order parameter ¢ and a fermionic

1Zero temperature simulations could be carried out in the framework of projector quantum Monte
Carlo (PQMC), a method closely related to the finite-temperature DQMC method we employ.
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7 Manifestations of quantum critical behavior

bilinear of the same symmetry. As we will see in the following, the behavior of both
susceptibilities is in good agreement, supporting the robustness of our conclusions.

7.1.1 Bosonic SDW susceptibility

We consider the following, momentum and Matsubara frequency resolved suscepti-
bility computed from the bosonic SDW order parameter @:

B
2(qiw,r,T)= > f dr e’ TG (7) - $,(0)). (7.1)
i 0

Here w, = 2nnT and we measure momenta q relative to the magnetic ordering
wavevector Q = (7, ). Previously we considered the static SDW susceptibility

for order at Q, y(r, T) =D, foﬁd’l,' (G:(1) - G(0)). It is related to the more general
definition by y(r,T) = x(Q,0,r,T). We give the temperature T and tuning
parameter r, at which the DQMC simulations are run to estimate the expectation
values, as explicit parameters.

At low temperature we find that we can very well fit the form

xo_l(q, icw,,r,T —0)=a,(q— Q)P +a,lw,|l+a,(r—ry), (7.2)

which is consistent with Hertz theory [29]], to our data. Here a,,a,, and a, are
non-universal fitting parameters that describe the momentum dependence, Landau
damping, and the dependence on the tuning parameter r, respectively. y, diverges
when r is tuned to the fitting parameter r,.,. In presence of the superconducting
phase at low temperatures r,, may differ from the actual location of the SDW
quantum phase transition at r.. Nevertheless we find ., ~ r, when we estimate r.
by extrapolating the finite-temperature SDW phase boundary to T = 0, cf. the phase
diagrams in Fig. of Sec. The high consistency of the measured susceptibility
2(q,iw,, r, T) with the functional form y, is illustrated in Fig.[7.1] (p.[146). There
we show collapses of the data obtained on the magnetically disordered side of the
phase diagram for each coupling at temperature scales above the superconducting
phase. We restrict the included data to a small range of momenta q — Q, small
Matsubara frequencies w,, low temperatures T < 0.1, and tuning parameter values
r > r.o. Finite-size effects are rather small. We find that the fit is slightly worse for
stronger coupling A and consequently the spread of the data points in Fig. is
larger. The decreased fit quality may follow from the smaller temperature window
available above the superconducting T, and the associated regime of superconducting
fluctuations at T Z T, discussed in Sec. for A = 3, ¢ = 2. This regime extends to
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higher temperatures with increased Yukawa coupling A ~ /T™, cf. Fig. in
Sec.

To further support the general validity of the functional form y, in Eq.
we turn to a detailed analysis of the individual dependence of y, on the tuning
parameter r, frequency w,, and momentum q — Q. First, the dependence on the
tuning parameter r is illustrated for the inverse susceptibility y "'(q = Q,iw, = 0)
in Fig. (p. at T = 0.1 and the three values of the Yukawa coupling A. For
tuning parameters r 2 ., we find that the data for different system sizes follows
a linear dependence. The moderate deviation from a perfect kink-like behavior at
r.o is likely a combination of finite-size and finite-temperature effects, which are
somewhat enhanced at the larger values of A. Finite-size trends are shown in the
insets of the three panels in Fig.

Second, we find that for a range of values r > r, the frequency dependence of
2 1(q,iw,) is linear for small Matsubara frequencies w, with an apparent cusp
at w, = 0, signaling overdamped dynamics of the order parameter field ¢. This
holds both for q = Q and for small finite momentum differences q — Q. See Fig.
(p. for an illustration. At finite Matsubara frequencies w,,, finite-size effects are
negligibly small, as evident in the data collapse of y ~! for different system sizes in the
left hand panels of Fig. The cusp at w, = 0 can clearly be seen at all three values
of the Yukawa coupling A. For A = 2 we show data at a higher temperature T = 1/20,
rather than T = 1/40, which is above T.. To establish the presence of a |w,| term in
x ", we fit it at low frequencies to the form b, + b;|w,| + b,w?, with the fits also
shown in Fig. where the |w, | contribution is evidently dominant in this frequency
range. Inside the superconducting phase the frequency dependence is significantly
altered. There the term in |w,| is suppressed, presumably because the fermions
are gapped out. We illustrate this with data from deep within the superconducting
phase in Fig. (p.[149), where we have chosen a data set with different values of
the Yukawa coupling A = 3 and bosonic velocity ¢ = 2, corresponding to the phase
diagram of Sec. with T ~ 0.08 reaching about twice the value for A = 2,
c=3.

Finally, for the same range of r the momentum dependence of y (q,iw,) is
consistent with a quadratic form in q— Q, which holds both for w, = 0 and small
finite frequencies w,,, see Fig.[7.5| (p.[150). Note that due to the discretization of the
Brillouin zone finite-size effects are more pronounced here than for the frequency
dependence.
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7.1.2 Fermion bilinear SDW susceptibility

To confirm that the form y, in Eq. (7.2)) captures the universal physics in the quantum
critical regime it is useful to affirm its validity for other SDW order parameters of
the same symmetry. To this end we have examined the correlations of a fermion

bilinear order parameter:
ﬁ . .
Sxx(q’ iw,,T, T)= Z J drel@ntiat: (S;C(T)Séf(o))
i Jo

B
= Zf dTeiw"T_iq'ri% [(SX(7)SE(0)) + (S7(7)S3(0)) ],
i 0
(7.3)

where we make use of spin rotational symmetry around the z axis, which improves
the statistical quality of our Monte Carlo estimates. S’ and S) in Eq. (7.3) are
inter-flavor fermion spin operators, which are given by

8,=(5,87,8)= > Sl 1+ hec. (7.4)

s,s’
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7.1 Magnetic correlations

Indeed, we find that at small frequencies and momenta, the fermion bilinear SDW
susceptibility S, follows the same functional form (7.2)) as the bosonic SDW sus-
ceptibility y discussed above, establishing the consistency of our analysis. The
dependence on momentum and frequency of the fermionic bilinear susceptibility is
shown in Fig. (p.[152), to be compared with the respective dependence of the

bosonic susceptibility appearing in Figs. and

7.1.3 Temperature dependence

To conclude this Section we turn to discuss the temperature dependence of the
numerically computed bosonic and fermionic inverse SDW susceptibilities ¥ ~* and
S_!, shown in Fig. (p. for two values of the tuning parameter r at each
value of the Yukawa coupling A = 1,1.5, 2, one value close to the estimated location
of the quantum phase transition r 2 r., and one value further on the paramagnetic
side r > r.

At all settings for the Yukawa coupling A there are evidently multiple scaling
regimes with increasing temperature. Focusing first on the intermediate value A =
1.5, at sufficiently high temperatures, T 2 0.35, the susceptibilities y "'(q = Q, iw,
=0)and S_(q = Q,iw, = 0) are approximately linearly dependent on temperature,
as shown in the insets of Fig. and e. In an intermediate temperature regime,
however, we observe a crossover to a different functional temperature dependence
as shown in the main panels of Fig. and e. In this intermediate temperature
window, 0.05 < T < 0.35, our numerical data is found to reasonably fit functions of
a power-law form a,+a,T* with a ~ 2+£0.3, i.e. it is consistent with a quadratic law.
Unlike the leading dependence on the tuning parameter, frequency or momentum
discussed in the previous section, this power-law dependence is not as robust.
Note that the crossover temperature between the high-T linear and intermediate-T
quadratic behaviors does not depend strongly on the tuning parameter r. Notably,
even for r ~ r,, this intermediate regime does not disappear.

At still lower temperatures T S 0.05 our data might indicate a second crossover to
yet different behavior. With the tuning parameter r tuned close to its critical value
r.o both y and S, are found to be non-monotonic for the smallest temperatures
and largest system sizes accessed in this study. The apparent upturn, whose precise
location is hard to determine due to finite-size effects (which are strongest for
r ~ r.,) and the enhanced statistical uncertainty at low temperatures, is most likely
a precursor effect of superconductivity, which for A = 1.5 sets in just at the lowest
temperature we have accessed in this work, T. ~ 1/40.

For the lower value of the Yukawa coupling A = 1, where T, is reduced, the
temperature range well described by a quadratic law extends down to a lower
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7.1 Magnetic correlations

temperature for r ~ r,, see Fig. [7.7a. However, finite-size effects appear to be
stronger than at A = 1.5. Conversely, at the higher value A = 2 the temperature
range consistent with a quadratic law is smaller. On the other hand the high-
temperature linear regime is apparently more robust and continues down to slightly
lower temperatures. For A = 2 all data shown in Fig. and f is taken in the
superconducting phase for temperatures T < 0.05. As expected with the higher
T., the non-monotonic behavior is indeed found to be more pronounced than for
A = 1.5. Moreover, for A = 2 at r = 3.1 ~ r,, the system is partially inside the
quasi-long-range ordered magnetic phase, cf. the phase diagram in Fig.

Note that over the range of temperatures displayed in the contour plot of the
inverse A = 1 SDW susceptibility y ~* in Fig. of Sec. the leading temperature
dependence of y~! is quadratic. This is reflected in the contour lines of y ! in the
r — T plane, which have a form T ~ 4/ y~! —a,(r —r,,), approaching infinite slope
at low temperatures.

Since the data does not allow us to identify a simple functional form for the
temperature dependence of y !, we have opted against taking into account any
temperature dependence in the fits for the data collapses shown in Fig. Instead
we have constrained the included data to T < 0.1 where the overall temperature
dependence is rather weak.
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7.2 Single-fermion correlations

7.2 Single-fermion correlations

In this Section we examine fermionic spectral properties in the metallic state for
temperatures above the superconducting phase. We focus on the Yukawa coupling
set to A = 1.5 with bare bosonic velocity ¢ = 3. Accessing real-time dynamics
from data obtained in DQMC simulations is inherently difficult since we can only
directly measure correlations in imaginary time. Without performing a full analytic
continuation we can still extract information about the momentum resolved spectral
function A, (w) by using the relation [[176]

o0 e—@(t—=P/2)

—0Q
with the imaginary-time ordered Green’s function G, (7,0) = (wk(r)wﬂ(o)) for
momentum k, where 0 < 7 < 3. Here and in the remainder of this Section we focus
on a single band-spin sector y| of the Green’s function, suppressing indices a,s of
the fermions . According to Eq. the behavior of G, (7, 0) at long imaginary
times T ~ f3/2 provides information about the spectral function A, (w) integrated
over a real frequency window of width T around O.

In order to be able to evaluate momentum resolved single-fermion observables we
could not use data obtained in presence of the orthogonal fictitious pseudo-magnetic
field we usually employ to reduce finite-size effects. Instead we have carried out
additional DQMC simulations with different sets of twisted boundary conditions,
in combination providing a four-fold enhancement of momentum resolution, as
described in Sec.

Evaluated at a sufficiently low temperature T = 0.05 ~ 2T™, the maxima of
G (Tt = pB/2,0) can serve to study the Fermi surfaces of the interacting model. We
show the non-interacting Fermi surfaces in Fig. to provide a reference. In
Fig.[7.8b-d we show G,(7,0) across a quarter section of the Brillouin zone at three
different values of the tuning parameter r to gauge the evolution of the Fermi surface
across the phase diagram. Compared to the magnetically disordered phase (panel
d), near the magnetic quantum critical point (panel c) there is a substantial loss of
spectral weight in the immediate vicinity of the hot spots. Tuning r below r_, we see
that a gap opens around the hot spots upon entering the magnetic phase (panel b).

Usually one characterizes a Fermi liquid by the quasiparticle weight Z, and the
Fermi velocity vy, quantities that are only strictly defined at zero temperature. We
expect that the metallic SDW model is always superconducting at T = 0, which
prevents direct access to Z, and vy . Instead we consider two different types of
proxies for these quantities at finite temperature and study their behavior over an
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Figure 7.8: (a) Non-interacting Fermi surfaces. A pair of hot spots is connected by the magnetic
ordering wavevector Q. The dashed curve corresponds to the Fermi surface of the 1, band, shifted
by Q, with a hot spot now at the intersection with the v, band. (b-d) Imaginary-time displayed
Green’s function Gy(7 = /2, 0) evaluated for the 1), fermions on a quadrant of the Brillouin
zone, dotted in (a), for three values of the tuning parameter r in the A = 1.5, ¢ = 3 model at
L =16, T =0.05. The dashed curve in panel (c) corresponds to the shifted non-interacting 1.
Fermi surface.

intermediate temperature range E > T > T.. The first type of proxy, ZIZF(T) and
VIZF(T), can be extracted by considering the imaginary-time dependence of G,(t,0)
near T = 3/2 and fitting it to the Fermi liquid form [[194]]

e—fk(’f—ﬁ/z)
2ch(Bey/2)

with €, = VIZF(T) - (k—Kkg). A complementary second type of proxy, Zlf; and Vlc(‘; (T),
can be evaluated by considering the Matsubara frequency dependence of the Green’s
function G, (w,) = f Oﬁ d7 e'n" G, (7,0) with fermionic Matsubara frequencies w, =
(2n—1)nT. In a Fermi liquid at low temperatures we have, to leading order in

temperature, Matsubara frequency, and momentum distance to the Fermi surface
Sect. 2.5]

Gi(t~/2,0)=Z(T) (7.6)

-1

Gi(w,) %Zk[iwn_VkF : (k—kp)] (7.7)
This relation motivates the definition of the finite-temperature quantities
Wy
Zo(T)= ————, 7.8a
o (1) ImG, () (7.82)
0 ReGy(w
Ve (T)=w ReGy(w,) (7.8b)

' G Im G(1) [y,

in terms of the first Matsubara frequency w, = T at temperature T.

156



7.2 Single-fermion correlations

@r=07=r, b)r=1>r.
\ 0.96
\ 0.88
\ 0.80
0.72
L'-.|_=_ 0.64
- |Mos6
0.48
ZE(T = 0.05 0.40
K ) 0.32
0 T
10— 2= 2 @r=1
N 0.9L~, | L"‘N ]
] g e W
on 0.8} ,\.‘“ : & 1
= [ N
o 071 i I A 1
8 o 0
E or 0’:. 1 | T |
E0s] .o | | eZ(T =005 |
< (4] —
S 04l || eZ (T =0.05)
hs hs
03 ! ! | ! ! ! | !
00 02 04 0.6 0.8 1.0 02 04 0.6 0.8 1.0
momentum ky /7 momentum ky /7

Figure 7.9: (a-b) Proxy for the quasiparticle weight Z; (T = 0.05) in a quadrant of the Brillouin zone.
The dashed line in panel (a) corresponds to the noninteracting Fermi surface of the v, fermions,
shifted by Q. (c-d) Proxies for the quasiparticle weight Z; (T = 0.05) and Z;”(T = 0.05) along the
Fermi surface. The location of the hot spot (hs) is indicated by a red marker. Here we show data
obtained for the A = 1.5, ¢ = 3 model with L = 16.

Both types of proxies are appropriately defined at low temperatures, since Zli‘; (T
—0)= ZIZF(T — 0) = Z,, and vli‘;(T —0)= vlfF(T — 0) = vy,

The momentum dependence of Z (T = 0.05) is visualized in Fig. In panels
(a) and (c) the system is tuned close to the quantum critical point, r ~ r,, while
panels (b) and (d) correspond to the magnetically disordered phase. Z; is strongly
suppressed in the vicinity of the hot spots with the system close to the quantum
critical point, while it is mostly featureless away from it. The alternative proxy to
the quasiparticle weight Z agrees qualitatively with Z as shown in panels (c)
and (d), where we scan along the Fermi surface by identifying the maximum of
G (T = /2,0) for each fixed value of the momentum component k..

In Fig. we show the temperature dependence of Z(T) for several momenta
on the Fermi surface. Away from the hot spots (k, = 0 and ky =), Zy (T) is
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Figure 7.10: Temperature dependence of the proxy for the quasiparticle weight Z;/(T) for different
momenta k, along the Fermi surface (a) in the vicinity of the QCP at r, and (b) on the disordered
side, r > r.. Here we show data obtained for the A = 1.5, ¢ = 3 model with L = 16.

mostly flat in temperature both for r ~ r, and for r > r.. However, at the hot spots,
with k, = ky, Zlf:khs(T ) only remains flat in temperature far in the magnetically
disordered phase. Conversely, with r tuned close to the quantum critical point
r. the proxy to the quasiparticle weight Zlf:khS(T) decreases substantially as the
temperature is lowered. While we cannot extrapolate this data cleanly to T = 0,
it is consistent with a vanishing of the hot spot quasiparticle weight Z,_,, at the
quantum critical point. This would indicate a breakdown of Fermi-liquid behavior
for momenta close to the hot spots.

The momentum dependence of the two proxies to the Fermi velocity, vli‘; and v ,
is shown for momenta along the Fermi surface at temperature T = 0.05 in Fig.
In its behavior we do not see a substantial qualitative difference between r ~ r.
close to the quantum critical point and r > r, in the magnetically disordered phase.
In the lower panels of Fig. we show the ratio v’(T = 0.05)/ vlfonim with the
Fermi velocity v, *"™ of the non-interacting system. Even if a small feature close to
the hot spot for r ~ r, may be visible, it does not provide evidence for a substantial
suppression of the Fermi velocity.

Finally, we examine the Matsubara frequency dependence of the self energy %,
defined via G, (w,) = (iw, — &, — Ty (w,))". We show its imaginary in Fig. igl
Close to the quantum critical point, r ~ r., for momenta close to the hot spots the
imaginary part of the self energy appears to be nearly independent of frequency.
This is consistent with a constant scattering rate y = —Im %, (w, — 0") ~ 0.13,
which depends only weakly on temperature. Away from the hot spot and still close
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7 Manifestations of quantum critical behavior

to the quantum critical point as well as for any momentum at r > r, the self energy
decreases rapidly as the frequency is lowered to zero.

7.3 Superconducting state

In the previous two sections we have focused on manifestations of quantum critical
behavior in the normal state, i.e. at temperatures above the superconducting phase.
In this Section we consider the influence of the quantum critical point on the
superconducting state that emerges in its vicinity. Here we choose parameters
A =3 and ¢ = 2, corresponding to the phase diagram of Sec. such that T"* is
sufficiently high to explore properties far below T..

For temperatures T < T, we can extract the single-particle excitation energy E,
from the single-particle Green’s function G, (7, 0) as explained in the following. We
find G(7,0) to evolve in imaginary time as shown in the characteristic examples
of Fig. For intermediate imaginary times 7, < T < 3/2 above a microscopic
scale 7, ~ 1 the single-particle Green’s function decays exponentially,

G, (7,0) o< e B (7.9)
and similarly for imaginary times /2 < 7 < f3 — 7,,
G (7,0) o< e B~ (7.10)

At long imaginary times T & 3 /2 statistical errors dominate the signal. The decay
constants Ei and Eﬁ can be extracted by appropriate exponential fits and we define
the single-particle excitation energy as their minimum E;, = min {Ep , El’(l}

We can understand the behavior of G,(7,0) qualitatively. Its exponential decay
can be seen to arise from a peak of the spectral function density A, (w) at w # 0, cf.
Eq. (7.5). In a Fermi liquid there is a single, sharp peak in the spectral function for
some momentum at the corresponding quasiparticle energy. In such a case G,(1,0)
has the form of a monotonic single exponential and is discontinuous, in concordance
with the antiperiodic boundary condition in imaginary time. It follows either Eq.
for particle-like quasiparticles or Eq. for hole-like quasiparticles. The behavior
is different in a Bardeen-Cooper-Schrieffer (BCS) superconductor, where hole-like
and particle-like excitations are allowed in superposition and the spectral function
has two &-peaks at «w = £E,. Then the Green’s function takes the form

1
e BT 4 bie_E“(ﬁ_T)) ) (7.11)

Gk(T,O)Im( X
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Figure 7.13: Imaginary time evolution of the single-particle Green’s function G, (7) = Gi(t,0) for
(a) several momenta along the noninteracting Fermi surface and (b) several momenta along a cut
perpendicular to the Fermi surface. Here, L =12, T = 1/40, A = 3, and ¢ = 2. Shaded regions
indicate the statistical uncertainty. The solid lines are exponential fits.

Here Ey = 1/ A} + e; with the quasiparticle dispersion €; and the gap A, and ay,
b, are particle and hole amplitudes, respectively. G,(7,0) is non-monotonic with a
minimum at some T > 0.

Our numerical data at T < T, is very similar to the BCS form with two
reservations. First, the clear exponential behavior is not seen at the shortest imagi-
nary times T < T,. Second, particle and hole excitation energies differ, Efz #El and
their difference is larger further away from the Fermi surface, see Fig.[7.13p.

By extracting E, = min {Ep , Eﬁ} from our numerical data obtained from simula-
tions at a low temperature T = 0.025 ~ 0.3T, with r tuned close to the quantum
phase transition (such that T, is close to maximal), we have obtained the momen-
tum resolved plot in Fig. for the v, fermions. Across the Brillouin zone
Ey has a broad minimum close to the non-interacting Fermi surface. We take the
superconducting gap A, to be the minimum of E, with respect to k,, and show the
extracted A in Fig. . It varies smoothly as a function of momentum, with no

161



7 Manifestations of quantum critical behavior

i 1.50 —
(a) 135 030/ ]
i-gg 0.25} @ o o

. i @
0.90 a( 0.20+ ....‘.... (] o® 9 L)

075 & 0150 ]

, _lo.60 ©0
045 O10F 1
- 030  0.05} e

- T :

0.00 I I 1 I
0.0 0.2 04 0.6 0.8 1.0
momentum k /7

Figure 7.14: (a) Single-particle excitation energy Ej of the v, fermions, as extracted from the
imaginary-time evolution of the Green’s function G,(7) across the Brillouin zone, cf. Fig.
(b) Single-particle gap A . For both panels data is for parameters A = 3, ¢ = 2, r = 10.2 and
T =0.025~ 0.3 T, and a system size of L = 12.

apparent feature at the hot spots. For the data shown in Fig. we have combined
several DQMC simulations with different twisted boundary conditions to enhance
the momentum resolution.

7.4 Discussion

In this Chapter we have focused on the quantum critical regime in the vicinity of
the SDW quantum phase transition, yet at temperatures above the superconducting
phase. This region of the phase diagram is characterized by the rapid growth of
SDW correlations, which we find to be well described by the form

1

) 7.12
aa(@— QP taylon + a(r—rg) 4 F(n ) (7.12)

XO(qJ wn: r: T) =

over a broad range of parameters. Here the function f(r,T) tends to zero for
T — 0. Remarkably, y,(q,w,,r,T — 0) has the precise form predicted by Hertz
and Millis [29, [30]. Accordingly, the critical dynamics of the SDW order parameter
are described by a dynamical critical exponent z = 2 and strong Landau damping.
On the other hand, the function f (r, T) does not show the behavior anticipated by
Millis. Close to the estimated location of the quantum critical point in a window of
temperatures above T, we find it to be consistent with a power-law f(r ~ r,y, T) ~
T* with a ~ 2, while a linear dependence is predicted by Millis theory [30]] as stated
explicitly in Sachdev’s textbook [4, Sec. 18.4]. These findings hold consistently
well for correlations of the bosonic SDW order parameter field and for those of a

162



7.4 Discussion

fermionic bilinear SDW order parameter of the same symmetry.

That Hertz-Millis theory agrees with our data to a large extend is a non-trivial
observation. After all in two spatial dimensions it lacks formal justification, even in
the large-N limit [[20, [34]]. Hertz-Millis theory is least successful in describing our
data at finite temperature, where the predicted temperature dependence y(T) ~ 1/T
at criticality conflicts with our findings. Possibly, effects beyond the one-fermion-loop
approximation of Hertz-Millis theory become most important at finite temperature.
Alternatively, this could well be due to the limited temperature window accessible
to us above the superconducting T., while fully Hertz-Millis-like behavior might be
opaquely hidden under the superconducting dome.

In the same quantum critical regime our analysis of the fermionic Green’s function
has provided evidence for strong quasiparticle scattering near the hot spots on the
Fermi surfaces, where the quasiparticle weight is substantially reduced. This leads to
a breakdown of Fermi liquid theory localized to these points of the Brillouin zone. At
the hot spots the fermion self energy is only weakly dependent on frequency and the
quasiparticle scattering rate extracted there depends only slightly on temperature,
down to T ~ 2T,. At that temperature we assume superconducting fluctuations to
become important in the metallic state. At lower temperatures the superconducting
phase emerges from this state of preformed pairs.

We have also studied the structure of the superconducting gap close to the SDW
quantum phase transition. In contrast to the sharp features at the hot spots seen in
the analysis of the normal-state single-fermion correlations, we find the gap function
to vary smoothly across the Fermi surface. Our model therefore does not reproduce
the experimentally found broad maximum near the hot spots in the electron doped
cuprate Pr, goLaCe, ;;CuO, [195]].

In our studies we have always found the SDW quantum critical point to be hidden
below a superconducting phase, where the Fermi surface is gapped. Consequently,
with our model it may never be possible to access a quantum critical regime in
the metallic phase that extends over a sufficiently broad range of parameter values
to clearly extract scaling exponents. If we could associate the Hertz-Millis form
(7.12)) with critical exponents, we would obtain a mean-field exponent v = 1/2
for the correlation length & ~ |r —r.,|™" and a dynamical critical exponent z = 2,
|k|* ~ w,. Then we would expect a scaling law Im %(w,) ~ /w, for the fermion
self-energy at the hot spots (see e.g. [4}, Sec. 18.3.4]). However, the scaling behavior
for the fermionic quasi-particles we see in our data disagrees with these expectations,
rendering this picture too simple.

163






8 Concluding remarks and outlook

As stressed before, the numerical phase diagram of our two-band metallic SDW
model, discussed in Chap. [6], bears close resemblance to those obtained experimen-
tally for many unconventional superconductors, such as the iron-based superconduc-
tors or the electron-doped cuprates. Subsequent work [196] has shown in the mean
time by considering a very similar model under variation of the angle between the
Fermi velocities in DQMC simulations and in an Eliashberg approximation that it is
indeed the hot spots that govern the superconducting transition temperature and the
temperature dependence of the superconducting phase. This affirms the assessment
that we have captured a universal mechanism in our model that would transfer also
to more realistic band structures, which may be inaccessible in sign-problem-free
simulations, but share the same hot spot structure. Since the essential physics of
many high-temperature superconductors is apparently realized in our model, there
are several auspicious future paths of research. With applications in mind, the most
interesting questions may concern a better understanding of how the maximum
critical temperature depends on the various parameters of the model. As it stands
the model is quite basic. It will be very interesting to consider extensions that
include more realistic features specific to certain materials. These could include a
multi-component SDW order parameter as fitting for the iron pnictides, multiple
electronic bands, or additional competing order parameters. Initial studies that
explore this direction have appeared in the literature [[197, [198]].

One such interaction could serve to enhance the weak tendency towards charge-
density wave order in our model. We have identified a candidate term that could
be added to the action without reintroducing a sign problem. The technical details
concerning its implementation are collected in Appendix [B] It would be interesting
to see in a future investigation if and under which conditions this interaction can
promote charge order close to SDW quantum criticality.

Despite its similarities to many materials, our model does not reproduce all
properties of the most intensively studied class of high-temperature superconductors,
the hole-doped cuprates. It remains to be seen whether models that show a spin-
density wave transition like the model studied in this thesis, but with a phase diagram
extended into an orthogonal direction, e.g. showing a topologically ordered phase
[199], capture their physics, including the pseudogap phase, more closely.

By all appearances in our model the SDW quantum phase transition always occurs
inside the superconducting phase. Hence, close to the transition point, the Fermi
surface is gapped and in our O(2) model we expect criticality of the d = 2+ 1
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8 Concluding remarks and outlook

XY universality class. At temperatures above the superconducting T. we observe
a different functional form of the order parameter susceptibility with prominent
similarities to Hertz-Millis theory that we associate to the quantum critical regime
of a bare metallic SDW quantum critical point. Here we may actually observe a
crossover regime where for instance the single-particle Green’s function may not yet
exhibit its asymptotic behavior.

In experiments, frequently strong magnetic fields are passed through samples to
suppress superconductivity. We presume that a similar effect could be achieved in
our model by incorporating a term that explicitly breaks time reversal and inversion
symmetries to lift the degeneracy between fermions of opposite momenta, which
would remove the Cooper instability. However, with the present DQMC approach
such a term would introduce a sign problem, which makes it very hard or impossible
to lower temperatures far enough to sufficiently approach a then exposed pure
quantum critical point. As of now no alternative formulation of our model is in sight
that would not pick up a sign problem when time reversal is broken.

Recently a non-perturbative controlled analytic calculation of the low-energy
theory of an O(3) symmetric SDW quantum critical point has appeared [37], where
the hot spot structure is equal to the one of our model. The authors find a functional
form for the SDW order parameter susceptibility y~!(q,iw,,r — r,,T — 0) ~
|w,|+1q|, i.e. the dynamical critical exponent is z = 1. This result is not in agreement
with our numerical data for the O(2) model, which is consistent with a functional
form quadratic in momentum. It would be very interesting to see if a similar
calculation to Ref. [[37]] could be carried out for an O(2) symmetric order parameter
to be able to compare more directly with our data. O(3) variations of our models
have been studied previously in DQMC [[11], [200]], but not as comprehensively as
we have investigated the O(2) model. While the computational cost is significantly
higher in the O(3) case, simulations remain feasible and it should be possible to
numerically clarify the nature of the SDW correlations with moderate effort, now
that the methodology has been developed to the state presented in this thesis. This
would clarify if there really is such a striking mismatch for different order parameter
dimensions. Of course it could also be the case that we still have not pushed T, low
enough to enter the true quantum critical regime. It could also turn out to be useful
to consider a variation of our model with an O(1) Ising-like symmetry, where the
superconducting T, will presumably be reduced due to overall lower energy scales.
The superconducting instability was not taken into account in Ref. [37].

Generally, it would be desirable to compare our results to calculations made for
the same model with other methods, e.g. in a functional renormalization group
(FRG) scheme [45]]. It would be interesting to see if an RG flow leads to a strange
metal fixed point and if superconductivity comes along with that.
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To make closer contact to experimental studies, where transport measurements
yielding for instance a T-linear resistivity are the hallmark of strange metal behavior
associated to quantum criticality, it would be a worthwhile prospect to evaluate sim-
ilar quantities from our data. Ideally, this would entail the computation of dynamic
quantities, which would make it necessary to perform an analytic continuation.

To obtain the results presented in this thesis we have invested quite a lot of
computing time and stretched the DQMC method close to its limits. Finite-size
effects have always been a major concern. While we could avoid the worst impact of
our limited lattice sizes by imposing an artificial pseudo-magnetic flux, our results
close to criticality would benefit from scaling over a wider range of system sizes.
Apart from quantum Monte Carlo there is no other well performing numerically exact
method available to study fermionic systems on two-dimensional lattices. However,
it could turn out to be worthwhile to test alternative flavors of quantum Monte Carlo
on the SDW model. The most promising direction for such an endeavor might be
the hybrid Monte Carlo method. In Appendix [Cwe show how the formalism can be
applied to our model.
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Appendix A

Identities for fermionic
many-particle states

In this Appendix we review several formal properties of fermionic many-particle
states that are essential for the DQMC algorithm. We follow Refs. [83], [87]].

Our starting point is a single-particle Hamiltonian, that is bilinear in fermionic
creation and annihilation operators:

HO = ZCZ[HO]a,be’ (A]-)

a,b

where the matrix H, is Hermitian and a, b = 1, ..., N, index the single-particle states.
H, can always be diagonalized via a unitary matrix U such that U'H,U = A and A
is a diagonal matrix. Then we have

Ho= Y Adld, d=> U, d=>cU, (A.2)
a b b

Under the unitary transformation U the anticommutation relations are preserved
for the operators d, d': {d,,d,} =0 and {d},d,} = &,,. Now we are prepared to
construct a many-particle eigenstate of #,. A state of N, particles is characterized
by the occupation of N, different single-particle energy levels a, ..., ay:

NP NP
dj df,---d; 10)= 1 (Z cZUa,an) 0y =] [(c'P), 10}, (A.3)
n=1 a n=1

where |0) is the Fock vacuum state, ¢" = (CI, e, c;(,s) is a vector of length N, and P
is the N; x N, matrix that characterizes this many-particle state.

The first property we need shows that the propagation of an N,,-particle state with
a single-particle propagator will again produce an N,-particle state:
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Appendix A Identities for fermionic many-particle states

Property A.1. For a Hermitian or anti-Hermitian matrix T we have

Ny

(gTP)n |0) = l_[ (g"'eTP)n |0). (A.4)

n=1

o
o,
rﬂ
13
=
[ Z
AN :

Proof. First we transform T to a basis where it is diagonal. We find a unitary matrix U
with UTTU = A, where the diagonal matrix A is real for Hermitian T and imaginary
for anti-Hermitian T. We define new fermionic operators d" = ¢'U and have:

N, N,
ec'Te ]_[ (c'P) |0) = exp(d'Ad) ]_[ (d'U'P) |o)
n=1 n=1
= > exp (ZAad;da) di d} ---df 10)(UPY, -+ (UTP), y,

Here we have written out the matrix-vector products that include d (. Since we have
[did ,d}d,]=0, e%dd! = e*d}, e*ded] = d]e*i for a # b, and e*%% |0) = |0),

a“a’
we can d1str1bute the terms from the exponentlal as follows:

T Aay. 3t i T
.= Z eAﬂld(Ll ceee d‘;NP |O) (U'p)al,l U (U'P)GNP Ny,

Z
Z

c'eTP

:lﬁz

=| |(d'e"v'P) l0)=| |(c'Ue*UTP) |0) =

n=1 n

Il
—

n=1
]

The second property allows us to compute the overlap of two N,-particle states as
a determinant:

Property A.2. The overlap of the states

N N,

o) =] |(c'Q),I0) (A.5)

n=1 n=1

b1
b1

is

(¥|®) = det[ PTQ]. (A.6)
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Proof.

Ny

(V| = o|]_[ (o), ] [(c'@

—_

_ T T T T
— Z pN aNp ..'Pl,alQﬁl,ln'QﬂNp,Np <O|CaNp ...Calcﬁl “'C[J’NP|O>

The matrix element has non-zero value only if none of the creation or annihila-
tion operators appear more than once and if there is a matching creator for each
annihilator:

(—=1)*, < all a; are distinct for i = 1,...,N, and
* a permutation 1 € SNP exists such that
Bi = ay for all i,
0, else .

coe -i’ oo T e
<O|CaNP €y, Ch, CﬂNp|0>

(—1)7 is the sign of the permutation. We obtain:

(‘qu’ Z Z (= 1)7: >N, ' 1 alQaﬂ(l) 1 Q“H(Np)’NP'

..... aNp neSNP

Here the condition that all a;, ..., oy, need to be distinct is implicitly satisfied. All
terms where some a; are equal appear twice under the sum over all permutations,
but with different signs, and therefore cancel. Reordering some terms we find

(v|®) = Z Z (1P o Pl Quyry *Qay, m(v,)
..... an, ﬂSGSNP
= Z (—n" (PTQ)l,n(l) o (P“Q)Np’n(Np)
nESNP
=det[P'Q]
via the Leibniz formula. O

Finally we show the relation that allows us to evaluate traces in fermionic Fock
space as matrix determinants in the DQMC algorithm:
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Appendix A Identities for fermionic many-particle states

Property A.3. For Hermitian N, x N, matrices T;,..., T,, we have
Tr |:e£"LT1£ eETTZE e eETTng:I — det |::[l + eTl eTZ oo eTn] . (A_7)

T T
Proof. We set two shorthands B =e" e’ --- eTn and U = e¢ 1€ ¢ T2¢ ... ¢€'Tu¢ and
evaluate the determinant

det(1+B) = Z (=" (671:(1),1 + Bn(l),l) e (51':(N5),N3 +Bn(NS),N5)

TESy,

= Z (—1)71571(1),1 5n(2),2 T 5n(Ns),Ns

TESN,

+Z Z( 1)™B ()00 n(1)1 57t(a)a O (NN,

a mESy,

o —

+Z Z( 1) Bray,aBr(v)b0ry1 " 571:(a)a “Onm)h OnN,

a,b mESy,
b>a

+ Z Z(_1)ﬁBn(a),aBn(b),bBﬂ:(c),c'

a,b,c mESy,
c>b>a
——— ——— ——

: 57[(1),1 T 6n(a),a tee 5n(b),b T 51‘:(c),c Tt 51‘:(N5),N5

+ ...

Factors like 5/,[(; are those omitted from the product. In the first and second sum
above only the unit permutation 7 = 1 survives the summation over the Kronecker
deltas. The third sum is reduced to two terms, one with the unit permutation and one
with the exchange 7t(a) = b, m(b) = a. Each following sum runs over permutations
of increasingly larger sets:

det(1+B)—1+ZBaa+Z Z (—1)"B)aBrw)p +

a,b neS({a,b})
b>a

+ Z Z (—=1)"Br(a).aBr(s),pBro)c +

a,b,c meS({a,b,c})
c>b>a

The addends are the determinants of all submatrices (including the non-contiguous
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ones) of B that include parts of its diagonal, ordered by particle number:

Baa Ba,b Ba,c
det(1+B) = 1+Zdet(Baa)+Zdet( @.d ab) Zdet(Bba By Bb’c)+
B

c,a c,b c,c
b>a c>b>a
To aid with the formalism we introduce a set of sparse rectangular matrices with the
purpose of selecting appropriate rows and columns of B. For the two particle case
we choose a N, x 2 matrix P(“?) with two entries set to 1 and all others to 0 and its
transpose P(@b)T:

(0

1 0)|ea
pab) —| : ,
0 1|«0b
\o o/
a b
) l
0 1 0 0
(a,b),T —
Pt = (o 0 1 o)'

Generalizing this for all particle numbers N, we can write

det(1+B) =1+ > det(P@BP@W)+ > det (Pt} ppt)) 4
a

b>a

+ > det(pebipp@ba) 4

a,b,c
c>b>a

Making use of property we identify each determinant as the overlap of two
many-particle states, e.g. for N, = 2:

2

1
det (Pt gpe) = (o[ (P@®¥c) [ [(c'BP“?) I0).
n=2

m=1
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Appendix A Identities for fermionic many-particle states

By the means of properkty we successively convert each factor e’i in B into the
corresponding factor e< "¢ from U:

1 2
det (PP 1BpP) = (o[ | |(P“PTc) U fplh)
[ [ 1

= (Olc cy Uc’c .10}

In total we obtain

det(1 + B) = (0|0) +Z (0lc,Uc! |0)+Z (Olc,c,Uclcl|0) +

b>a
+ Z 0|cacbccUc c ¢ |0)
a,b,c
c>b>a

=TrU,

which is precisely the trace of U in Fock space.
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Appendix B

Promoting charge-density wave
order

In Chap. [6| we did not find any indication for a strong tendency towards charge-
density wave (CDW) order in the SDW model. It would be interesting to see whether
an additional interaction could be added to the action that encourages such order
in the vicinity of the quantum critical point, in competition with superconductivity.
In order not to re-introduce a sign problem we are of course limited in the choice
of such interactions that must be compatible with the symmetry of Sec. A
permitted choice is the term

=-U2> (n,;—n,)", (B.1)

where n,, 1/)('1 lTll)a it 1/)a ; iwa ;, are local charge operators for flavors a = x, y.
This operator has the convenient form of a perfect square, which allows it to be
implemented with a discrete variation of the Hubbard-Stratonovich transformation
that basically amounts to the expansion of an exp [201} 202]]. To implement this
additional interaction we replace terms exp(—ATY " V[G(AT)]p) = e 2™ by

1 y % 1 o
—5ATV, e—ATVU e_EATV\ﬂ — E |:

{l;=%1,+2}

3 [
{l;==%1,+2}

g

{l,=%1,£2}

11,

e _] e—%ATV D[{Vh}]e ZATV +O(AT4)

1=

i

Yll:|e—%mv D[{nl}]e ATV, +O(AT4)

:'2 = L

Yzl] Tem2ATV, oDl =347V, ‘Y +0(AT?)
i=1

(B.2)
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Appendix B Promoting charge-density wave order

with
_14 Y0 _, V6
T = 3’ Y2 = 3
e =+ 2(3_\/6)’ Ny ==+ 2(3"'\/6),
d
D= d y , 4= VET-Uem,
-
a b
b* —a .
V<p =A a b - > a; = (p?’ b, = (pll —upiz (B.3)
b" —a
such that

LAty eD[{ni}]e—%AT%

e 2
ch? o ch” + sh” —aosh?och” —bosh?och”

ch? och” +sh” —b*osh?och® aosh®och®
—bosh?och” ch®och”—sh”

" | —aoshon” sh
_bosh?och? gosh?och® ch? o ch” —sh”
(B.4)
with
inh(AAT|@;
ch? = cosh(AAT|@,]) shy = = (|<,5 rl%l)

sh? = sinh(v AtUn;,) (B.5)

chfJ = cosh(vAtUn,)

and
N #{l:=%1} #{l:=%+2}
1 i 1 i
\/6) (1 -3 \/E) . (B.6)
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The inverse of Eq. (B.4) is given by

e%mw e—D[{ni}]e%ATVw

ch? o ch” —sh? aosh?och”  bosh?och”
_ ch?och’ —sh® b osh®och’ —aosh’och’
7| aosh*och® boshPoch’ ch?och” +sh®
b*osh?och” —aoshoch’ ch? o ch” +sh”
(B.7)

It should be noted that these formulas are valid for all the O(N) variations of the
SDW model with N = 1,2, 3, but should be implemented on reduced size matrices
for the O(1) and O(2) models. Underlined quantities are vectors of N; entries or
the corresponding diagonal N, x N, matrices. The symbol o denotes element-wise
multiplication. Moreover, here we use a different order of the components of the
fermion spinors 1" than in the presentation of the formalism in Part I, We further
remark that recombining the exponents into a single exponential in place of the
matrix structure would introduce a worse Suzuki-Trotter error of O(A1?) per
imaginary-time slice instead of O(AT3).

We do not include the factors y, in the definition of the B-matrices, from which
the Green’s function is computed, as that would quickly blow up the numerical scales.
Instead we count them as a separate contribution to the weight of a configuration.
The partition function then reads:

zZ= fD@Dze—Sv - [l_[l_[yli(k)] det G} (B.8)

i=1 k=1

The 7, only need to be accounted for during the (local) updates of the [;(7)
field. Generally, for a local update at site i in time-slice T we need to evaluate
the determinant of the following 4 x 4-matrix, whose structure has not changed
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Appendix B Promoting charge-density wave order

significantly by the inclusion of the new discrete field terms,

(chf ‘ch?’ +sh?’ —a/sh?’ch}’ —b!sh?’ch?’
Al = ch?’ch?’+sh’’ —b/*sh?’ch’’ a/sh?’ch?’
| —a/shf’chy’  —b/sh/’ch?’ ch/’ch}’—sh’’
\ b’* sh‘p ’chD ! a/sh?’ch’’ ch?’chP’—sh?’
[chf ch? +sh! —a;shy ch!  —b;sh? ch?
ch? ch? +sh? —b? sh“” chD a;sh? ch’
—a;shfch?  —b;shy ch?  ch’ chD hD — s
\ —b? sh‘p chD a; shy ch? chf ch? —sh?”
(B.9)

and there is an additional contributing factor to the transition probability: y;_m /Y 1(2)-

While we have implemented the additional interaction of this Appendix and have
checked that with U = 0 results are equivalent to those obtained with the regular
code, we have not yet thoroughly investigated its effect. Setting U > 0 seems to favor
a checkerboard distribution of charges seen in the equal-time equal-flavor charge
structure factor, which one would already expect naively from the interaction V.
We did not see any interesting structure at a different momentum. However, it may
well be that we have not probed the model sufficiently close to the quantum phase
transition. It would also be interesting to study the CDW and BDW susceptibilities of
Sec. which include time-displaced information, in presence of this interaction.
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Appendix C
Hybrid Monte Carlo

On a regular basis in high energy physics lattice gauge theories are simulated on
significantly larger spacetime lattices than typically achieved in condensed matter
physics with fermionic quantum Monte Carlo methods. The reason for this high
performance lies in the application of hybrid Monte Carlo (HMC) methods that
incorporate a molecular dynamics process to stochastically evaluate the fermion
determinant [203]]. Theoretically the computational effort of HMC scales only
slightly worse than linearly with the inverse temperature and system size f3 - N,
although the ill condition of fermion matrices at low temperatures slows down the
convergence of the conjugate gradient method used to solve a sparse matrix-vector
equation, that is central to the algorithm, such that worse scaling is achieved in
reality. Nevertheless, it would be worthwhile to check if improvements over the
O(ﬁNSS) scaling of DQMC can be achieved for the SDW model.

Scalettar et al. have described an HMC algorithm for the simulation of many-elec-
tron systems and described an implementation for the Hubbard model [204]. In the
following we see that the formalism can be readily applied for the O(2) SDW model.

Our starting point is the partition function with the fermions integrated out already:

1
Z:JD{o’e—SBdet[ﬂ+l—[B[:|. (C.1)

{=m

In DQMC we evaluate this determinant directly, which contains a product chain of
m = /AT matrices of size 4N, x 4N, which for the O(2) model can be reduced
to 2N, x 2N;. But equivalently the same determinant can also be computed from a
single, larger matrix of size (4mN;) x (4mN;):

Z= JDg‘o’ e e detM (C.2)
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Appendix C Hybrid Monte Carlo

with
"1 0 0 0 B,
—B, 1 0 ... 0 0
0 —B, 1 0 0
M= 0 0 (C.3)
| 0 Y 0 _Bm—l ]l .

Evaluating this matrix directly would be much more expensive at low temperatures
with O([BN,]?) operations, but that is to be avoided in HMC. For the O(2) SDW
model we know that the determinant factorizes as

det M = det M, det M, = | det M |*> = det(M, M) (C.4)

since M; = M,. This can be seen easily by thinking in the representation of
the determinant. M, is the equivalent of M, but restricted to the xT, y| sector of
fermion indices, a (2mN;) x (2mN,) matrix. It is useful to set O = M;FM1 since that
is a Hermitian positive-definite matrix. This allows us to use a Gaussian integral
identity for vectors of complex variables

J d)(*d)(e_fo_li = detO. (C.5)
We obtain for the partition function
Z= ngBe—SB detO =JD¢’D;{*D;{ e~ Seft (C.6)

with the effective action S, = S + ¥ 'O~ y. The new complex field y is also called
a “pseudo fermion” field. From this starting point the HMC sampling algorithm can
be implemented as detailed in Ref. [204].

The HMC method has not found wide use for models of strongly correlated many-
electron systems. One reason for this is that it has not been found to be stable in
its early applications to the Hubbard model. However, these problems were most
likely really issues of lacking ergodicity [205]]. While detO is always positive by
construction, det M; can also be negative. If it is negative, there will also be field
configurations for which it is zero. In such a case the effective action diverges,
S.i — 09, which can pose an insurmountable barrier to the HMC algorithm if a
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Hubbard-Stratonovich transformation is used that leads to strictly real determinants
det M, as it is commonly done for the Hubbard model. In the O(2) SDW model these
determinants are complex by construction and consequently the topology of the
complex plane allows for some freedom to avoid the zero. It is therefore plausible
that a well performing and ergodic HMC algorithm can be set up for the O(2) SDW
model. Initial results for the repulsive Hubbard model with a specially adapted
Hubbard-Stratonovich transformation that avoids this issue show some potential
[205]].
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